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1 

['SLfi&^ffi^*^] 9903409 
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&m 2 0 0 2-3 6 8 1 1 2 ^- *. 1/ 

[1**^2] ^ H a H ^4^ B B B ^<7)^P^^P 2i2i2i^U ijMfct&^a* 
a = 46. 2±0. 5A, b = 66. 8±0. 7 A> c = 105. 3±1. OA 

<7>*# $ Sr^r-r* 1 KfBJROltrJIo 

l»*£3 ] 3»fi**^a^<O^W»C 2 2 2 i^tU ^fe^f = 
45. 7±0. 5A> b = 66. 8±0. 7 A. c = 104. 5+1. 0 A<0± 

im^m7] y #*y >a^o^^^9 >^vD^»5Roffi««o«5e 

( a) y y >m-7°vx 9 >f=7 >i?>v&jmm<o5Limikzm*>irm2Xte 

m 3 <D 3 *7GflH&S£#£il# L ; 

( b ) fefflk^ottttfltit *fttt L ; 

( c ) y y ym*7°u7, ? >v>v&fflm<o&fffi&&$LKm&'*z& 

fcy #*y >M7n**^>^>D^j£6ffft^$^-r, ^^OfStt^SO 
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m^m 9 ] m?m 7 x& s Kmrno^m- *) Ktz y y vs 

[iMlO] 4-v^>V(a, d)y^nA7'7>-5-'f y t*>-1-(4-( 2H- 

rh7 v*-;i/-5--f )v) f^-yv) tf^y v > £ y y >m-?vx * r?> 

[0 0 0 1] 

#*y >l^nx^^7>y>D«l (JUJLT ("L-PGDSJ 

[0 0 0 2] 

[fi£5fc<£>&#r] 

yn^^^7>^> (PG) D2»*«*fc^^i&*fc£&3*^ #<^S 

*$&&$mk BIR£4&iU Jil6ttoaEBt«Mip-r&o PGD 2 te 

tt, D Plt^C R T H 2 ^^^Lt7 LT^lfl) 0 PG 

D2«9«, 11 /? — P G F 2 3ttfP G J 2> A 1 2-pg J 2 » 25:^1 5 -T 
**v-A 12, 1 4-pg J 2 #^7 p n^^^^>v f ><7) J ->y -XfcJgjfeS 

*l£o ^tL^^yn^^^^v^V^fi^^^^^T-Atcisv^-CP GD 2 fctt 
^<***ttft**-r*o 15-my-Al2, 14-PGJ 2 fi> PPA 

y 2f > K t LTitm U NF-« BS^A P - 1 

o 

t^yyt-b\ COX) *6ffi»U t[0*ttjfflliaKOll«-«»**?>«il&$ 
tt^T^^K>'m>&^PGH2*^ , t^o 9, 1 1 -xv KA-tW Kl 

*;rr * p g h 2 tt^jfe-r* *> . TK^^-eenw^^iPF lt^c 9 h r 
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tfl 1-t Kn^r vi^tt^P GE 2 W 0 PGE2©^WV 

^--e&&9-fc: Kn + yM'l l-^hS^WPGDaJiPGDv'V^- 
•tf (PGDS, 7 p n^^^7>y>H2D'fV^7-b*[EC5. 3. 99. 2] 
) KX *) PGH2*?>I4*ii4o 
[0 0 0 3] 

PGDSIi2 oofifett K Hfc & * >f 7^<b & 0 , 1 oi±iiJHf&gl»at (H - 
PGDS) Tr£>»K Hfcl4V#*U >fi#3R (L-PGDS) "Caba(Y. Urade an 
d 0. Hayaishi, Vitamins Hormones 58:89-120 (2000)) o H-PGDSIi^fi 
2 6 KD a itt&^^f **Ui£jfo!&0^|6^aB 

textr^* b»^«utv^ 0 aMkiiwiftWftft^w^*^ i •jh-pgd 

Sfi^^T-^S- h 7^7x7-b* (GST) (DW?? i t 

^fe^CJflrofco — ^ L-PGDSIWi2 6KDat\ H-PGDSt 

[0 0 0 4] 

l-pgds ^^tt^ r** <b * & y y ^a-fs^^ r < y - 
<o mm, < ^mjkrf*uttw&<»^mmmmKmttz> ( 

Y. Urade and 0. Hayaishi, Biochim. Biophys. Acta, 1482:259-271 (2000) ) c 
L-PGDS7^7^ W**I±PGE 2X0*7 - 7 5 yf&SMCJ: *>&$£*l 
SMi, Sfftl!*e^i**Jg**^CV>-C*5l? (Eguchi et al., Proc. Natl. Acad. 
Sci. USA, 96:726-730 (1998) K BIR*#o^O y > K£ LX<7)S > V 
AllillRtf^&v* (Eguchi et al., The 3rd International Conference on Oxyge 
n and Life, Kyoto Vol. 12330:429-433 (2002)) o t fcffiJ&IKtft**W!f1-& £ t 
K£<) tt^^IUE^C^JK^ab & o tfcfchL-PGDS ji^IH^^ ? * 

®BS;^^-f(Pinzar et al., Proc. Natl. Acad. Sci. USA, 97:4903-4907 (2000 
))o L-PGDS li P GD 2 t«tt*itCioTft|j8 

"S-^y >WABIROW©JC##i-*i:#x.e>^*o Sfcfc. tM-PGDSl 
*9#&&v**ti, T V^^-tt^CiiJfcfiEJWtJi (Fujitani et al., J. Immunol, 
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168:443-449 (2002)) LTv>£ 0 ttz, L-PODS{i#^tt^fe:^(Chabas et al.. 
Science, 294:1731-1735 (2001)), 9 4 9 Xffi^Z' K* v 7#§(Myerowi 

tz et al., Hum. Mol. Genet, 11:1343-1350 (2002))^O#&3^^Ml#«>iB 

<fc*T?L-PGDSO|&a3&*B*?>^*(Eguchi et al., Proc. Natl. Acad. Sc 
i. USA, 94: 14689-14694 (1997) ) 0 

tfcoTL-PGDso *&m-f c £ ^-e § *u* „ tiff l * ^ 

[0 0 0 5] 

mmtm®: Lxit-rz mm] 

[0 0 0 6] 

lOT^y^fB^JSr^T-r^o BEBHHS-l £*jv*-C1~2 4&ots y'B^*±~>^•?- 
^.XL-PGDStCte, 6 5, 8 9, 1 8 6 K 3 f W> £#tr<7>-£\ 
»&&£^L-PGDS ^8 9^1 8 6fflyW7^f 

y /t^T'f KM^iv^ L - P G D S *£lTt ^ilCy s 6 5a 1 a 
L-PGDSJ Xti#fr- T^ML-PGDSJ tfatZZt 
i^ML-PGDS^t>#f>^g B B B {i, jj?K£JI^<0£lRli£P 2 i 2-i 2 

1 JMt«^* t a = 4 6. 2±0. 5 A. b = 6 6. 8±0. 7 A, c = 

10 5. 3±1. 0 A^S$«r*-r*o g B lffi!l*^W#t4'(:2WL 

-PGDS*«tl>o 
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[0 0 0 7] 

®,<D 1 ^0££ B B B l±, i/^/W*^ KS&#£ifc^ C y s 6 5 a 1 a <DW.& 
(DfefrK, 6 4, 9 4. &l^l 4 5fec^^-*->£-t: W p*^:*~>lca&L 
fcL-PGDS (ClWid^L-PGDS^mT-e TSe-MetML-PGD 
SJ bfa+&Z.b&$>&) iORiitSo roSe-Me tIL-PGDS*»f) 
#ibtt^^ B H H {i^ H H B mo^^C 2 2 2 i?:tU Jfrffcte^ a = 4 5. 7± 
0. 5 A. b = 66. 8±0. 7A> c = 10 4. 5±1. OA^ISift 
& o 8*^Wfc*WffcJMfc ( l 3 1 55^Ptf> L - P G D S *qf*Ei" * o 
[0 0 0 8] 

**w»±. ^2 o«jsffia{t^*>$*t* 3 ^fc5£fl:fl=«i3t y y 
*&m&. m 3 o«jtM*-e^*> £ 3 ^C7ca:#«3fis:^-f 4 y y >m 

•/n^^^9>^>D^jgK»3d»cfeB81-& 0 ££>#5gM^ti±fB TSe-Me t 
IL-PGDSJ <Dmgk<r>xmMikMffi± *)&htLtii><DX~$>2>o 

^MCy S 65Ala L-PGDS£Se-MetML-PGDS<^;g B B B ^te> S^M L-PGDSO& 
#fltiifc£)lToafi^J:>)ffl|g-C**i:^3ffi*<«l3fe^§*o (i) ^ 

^MCys65Ala L-PGDSOiBrSflHi K iot, P^^O*MISMSH**&3& < 
■PIS, (ii)P<H2fc v *5*4S^fc*EfBB'* & £ £;&><b9!'b^££ 9 K> 65 

^>^ML-PGDs^fev^T(±. 65#a<ov^T-^ >5ft*<oiiign±se«#*&osai 

ft^-Sy^^?^ K^=Sr^:<Cys89,189Ala^#:T'*>or^. fltjS<^^a3# 
■C**»3RfiHt*fia*UTV*« i tt, L-PGDSO/^V';V^7tti-?-tLi#^@t? 
. ^MCys"65Ala L-PGDS<Z>1?li£ T 5 J MfetCt ot^i < JMfcL*v>£ £ 
£^L-CV>£ 0 (iv) Se-MetML-PGDS03l#«atl±^MCys65Al a L-PGDSO 

3Lftm&btemX-$>2> 0 
[0 0 0 9] 

^2%tf3 li-/nf^ Vf-^A>^ (Protein Data Bank, http://www.rcsb 
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7tm&&mx, y, z^-To mi omte&Gmtmstiz&Tmft&i 
o mi i^j *k mi 2n^2K^xitm^(7>mm^. ^3k 

[0 0 10] 

is it a * 2 xi* 3 <^«itM^ <D&m k m -t & 0 

( a ) v y >M7°n * * > >■ y D&&mm<OM.im& zmt>-t0i 2 x«± 

^3^)3 ^7C«5tM^«:ii« L ; 

( b ) m&fc&b<Q$:im3k*im t ; 

[0 0 11] 

L-PGDSO rSStfif^fi-J fcli, iB^!l#-tlOL-PGDSOT^ymia^J-e, 3 9 

4 3-4 8S, 5 4t> 6 5-6 7fi> 7 7-8 3fi, 9 0-9 6^ 10 

3-10 7-fi, 11 6- 12 Oft, 1 2 9- 1 3 3& 1 4 3- 1 4 9t> 18 
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- P G D S ^-(omMO^^Wifh fr& o 
[0 0 12] 

# £ L v > IMTC i£±|B<7> i ? \z t T $ frtz lfi##J fcrn^^Vv^H 

fc o mm® mzmm-r&o 

[0 0 13] 

J: *) L-P GD SOffmia*^J^m$tL^o BP*>*#&9fi±. 
4-v^> V(a, d) u^-fT >-5-4 U T ? >-l-(4-(2H-f" h 9 V-;V-5--f 
7*^ )V) fcf ^ V > «fc 19 & & 'J sH * 'j x * ^ 9 > 5> ^ D lfi« 

[0 0 14] 

[0 0 15] 

(i) L-PGDS^04#fji 

L - P G D S 0|g H H H f jtiiMW^ 'J V ><Ott *> tztzfr*7& U 8o©7 
h7> Koafrspfr/S^WK 3o<D«AiJ>^^i^ StFC^>7>Ki 

(Ull A) o %<D'*V)V\tA 0 x 3 0 x 3 5 A £ t?* «J x 

OMtC y S 89/186 OfilffS tLfcv^;W7 KIS^-CX b 9 > KB £81 

H 2 SO r ^^jai»PGD2*K5li-&(iaiB) o 
[0 0 16] 

^ S&@2^!] tT^'f^'/Mf: (02) o L-PGDSI^-^V^'f^V^ 
*V>-eab^>t^$tL N 3oo#igW^«#$tL^IS« (SCR) 1, 2&£F 
3 Zft-f&o ^.frh<DS CRfiL-PGDS^^/^V^OPaDfc^^^L 
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ffin^Mic i /^;^dt^^^b-r h t^x.t>tiz 0 l-pgds <D^mm 

T'£;ifc. SCR&{£;££*LTV»& (ilC) 0 Mv^V y ?X 2 ^ti^-T 9 
AB E F^-yi^a^-^AT^OH C^I^tlt^o 2oco 

^'J ^ y;HMli L - P G D S /O^i v>l<7) A s n 5 1 <d&WRV? 

XF7>KC^Asn7 8^f^^ (HI 3 AO^cfll) o 
[0 0 17] 

m^mmiz x o r^@e$ tiz l-pgds^ii:^ m 5 xomi 3 b 

K^H^CysfiSAla, Ser^l, Thr6 7, Ser4 5, Ty 
r 1 4 9, Th r 1 4 7, S e r 1 3 3, i s 1 1 6^ 8ooS ^^ 

H 2 <7)^f» «9 -et± & < £JM P G D 2 Oifflifc i> U 

*K PGDS©tttc^lt^>^#PGD 2 ^tB^ii-t- 

& o 

[0 0 18] 

M H B 0 #^T-T9->tcj; ^m^fix^^m^mmmmcy s 6 5^ 0*). 

(m5RZF3B) o ^Cys 6 5 A 1 a^*{i7fc^^g||*IT*S e r 4 5, 
Thr67 . Ser81on Kn^>;M|iflO^ ^ j; Ifc 0 B£ *LTv> 
& (HI 3 B) o CtL^<7)^{iTy r 1 4 9, T h r 1 4 7, S e r 1 3 3 £jk 
K L - P G D S <nm&n^l')i<*T^m®i<k* y Y 7 - * «r^jsfti" & 0 
[0 0 19] 

(i i) L-PGDSO^-^V-^n-XjL^iEM^^: 
^ fi, L-PGDS OSfS^t^A *) □ KJ3V>T* - -fy-BLTf? n -X 
M£3rt£ 2 ooN yo^ B H H #it^^L^o £F^C 2 2 2 ! * S e 
-Me tlL-P GD S<Dm&M7&lZ&\,*xi£%i&&m*a)l'-7<DT r p 5 4 
MEF;v-^H i s 1 l l<7)KO^Dfc^#^y; y vtcj; O^^/^g^. 
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$&m 2 0 0 2-3 6 8 1 1 2 V I 9/ 

m*t>frMztir^2>o ifto^iusp 2 i 2 i 2 i &^ri-*5e«aa<&L-p 

GD S&A K&V^Tte. H i s 1 1 1 ^t^EF;V-/©I^of:3>7t^ 
-i/3 >0£a6*@jS££-g&&<7)A*) PtiRI^TV>* (0 4 A) o Trp54^ 
E&§-^-f^EF;l'-7 p O 1 0 9 SPHXGS^Slt X e n o p u s *tn^ 
£^if£T<7>|WI;£$ ttfc L - P G D S EyijO T S J W^MK^X^m £ *LT v> 
^>o P2 ! 2 ! 2 i^H B H ^^^#fel'^^tt^,2^0^SL-PGDS^<7)9 

*>^>M-^rt±. EF^-y*#jfti-*p roiio. Hisiii &m=?m 

[0 0 2 0] 

(i i i) 'J * 'J > t ItO L - P G D S Olittl/f / 'f >^ 
&M<D&&i\MWfob L 1 / >i^4Tt: L - P G D S ?:g B B B ft§^ 
tz 0 L-PGDSIi^<(Of(0'J/f*'J > tmULXU^y j yWBJfly^- 
tftry fOlsOPh e 3 9 { ^ |^of;»P2 1 2 i 2 i & 
2 2 2 i fcfci,>T#&ofc|IliE*tt#:£3FLfc (0 4 B) o «OP 2 i 

2 1 2 i^tePh e 3 9 <D&<xntz*H*&\<m%m*®mzmir2>fc\,*& 

m*7f:L, — e-Me t C 2 2 2 i ffiAfrC &\,*X ftttl&'t &&SWF?-&Btit 

p h e 3 Qmmom^mti&ffiix&t), %m^<o^tix t)m*&m*&.Kiz 

o «W B <7)P h e 3 9flj|Koja< <ot rp43©^ K-;V^fft£<^@ 

»4WV>f KitiS^fflnTrp4 3 fc^trL -P GD S 9 

[0 0 2 1] 

(i v) IfPGH 2 08m 

ifPGH 2 i^ x^J^-f/hPGH 2 ; ef^i:J: «J L-PGDSOif^ 
^•^omTfctt^h^^oT^g-r-S (H5) o fe^2tlfc%k&*7*)\'K&\,* 
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TfiPGH 2 0 1 5-t Kn^yiH^tt^^Ililf^t^AU > 
? u^y * ym-m^tzx-y j^-**-^ FK&tf&Cl iKig^L*:mst 
Hf(«<7)Cys 6 5^c7)f-^-;^mij^^ 0 P G H 2 <7) « §l5fdg?)# 

^fN^L y s 9 2^t>* A r g 8 S^i^jE^^^J: i9^^tL^> (EJ5) o 
*K^^<7)m7Ktt^^ > fife&O \L KD 4r V/Hfc**-*"* P G H 2 £ £(i P 

G D 2 <0 <y S ttjftgt jjSF«E«fO « §1 

y s 6 er45 N Th r 67, e r 8 1 ^trt: Kn^y;^7 

X9^KW?2>o isfu-ro? y (Dm<V^<OMjk&M>ft\$¥ h e 8 3&o?M e t 

u' bwmtmtftmtz £ t k * o #mft hpgd 2 * 

11-*- h-i/fu^yfyz^-rz i 0«*v*fe*»P GD 2 *4X# 

[0 0 2 2] 

(v) L-PGDSO£j&«» 
L-PGDSKJ; ^»«$*L*PGDS^OBOS«#«r«l5gtBI6tc^L^: 
o L-PGDS^I^iliCyseS^i), Wt-^iliSe r 4 5 N 
Th r 6 7 > #o? S e r 8 1 fc<0ffi|fcWfc;ta(||^* y h7-*KJ: 0RJE&«fc 
tt^ft U-y4*yt LX^^itt^o &&VteEUfcQMK&it& P G H 2 
^L-PGDS P G D S Rjfe£i$v>T C y s 6 5 oftjg^c 

^PGH2^C1 lox>K;<-*W K»*£ffl»t*»afc&ft^*itW 
-fa (Hi 5 WEI 6 Olf 1 ) o *f;W:^^t«OC ys 65(7)Ser45 
* Thr67, &tfs e r 8 1 fc 0*3E*frfr* y f7-^li, Cy s 6 5 
- Jl/iO p K a «r«^ $ -g\ £3^#J p H X<D P G D S ftWBf ORjG&ft fcfCf* 
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) o 

Cy s 6 5(7)^-^^^ hr-^XiMt LtPGH2<^C 1 1<Vj^> K/t- 

(Ii3) o S e r 4 5on Ka^y;USli^^S-0^ 
£#5:U CI lOTfc^T-co^n h >^H@Beu. W,m&%ttX* )V^-)V 
mKrnt:-?* OMZRTfA) o4»PGD 2 «t, Cys65 W - 

[0 0 2 3] 

(vi) L-PGDSfSttO^#^ 

a* LfcM«s-frxo p Kj&»iii*iiBi- & tz#> l-pgds ^oii^*- 
9 > 1 8 6 a i <iMmm*z.<D&mm^tzo m^zmmfcz^mmt, 

^^JfiiU pH8. 9^r>'l O-CL-PGDSf&tt^ibicL/; (138) 0 
[0 0 2 4] 

Cy s 6 5 a L - P G D S ^tt^BilM i: L til $ ^L^ 0 «f>Cys 
6 5 a 1 a^mmmm®.Z^£:K9zo frhX&Zo MMtft-v f»Cy 
s 6 5 Kn^y^^^^^-OS e r 4 5 > Th r 6 7 % &o?s e r 8 

1 £A 1 a KX i^a^L^^ ^P GD Sffr&ii, PGH 2 i:^TOKm 
O^&M^U::, 3 0~15%t:«^lf; (m8£«^l) ,|otkca 
t/Kmlt S e r 4 5 a 1 a^tFS e r 8 1 A 1 a^WtLO. 3 6%. 

PGDSMli, Ser45, 8lAla j3V>T#14M^Sf 1 

0 %\>XT\zffi/Pl>, Ser45, T h r 6 Ij^xfS e r 8 1 o f i; y^^tc 
fcv>TmshA,t*MML£ 0 £*L*>0^l*C y s 6 5<7)ftV-h7-t>ii s 
Ser45 % Th r 6 7^y?s e r 8 1 cot \?U*rz/)V? yAf-X&fcftZti 

[0 0 2 5] 

&g-f^§£ 3o^|)jp he83iie,Ar g 85Gl u^L 
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y S 92 G l utf*tl^tl4. 4 7. 4. 8 625.^5. 7 1 ^M~lfl>-1 

ncat/Kmt% 2. 3 8 ft u- 1 1 z%ir2>m&mmm<o*ti£ *) , 

2te*#WStt£^L£ (EI8^.^1) 0 PGH 2 l:ov^itLf,<0 
^^Kml (pH8T*l 1-1 5//M) It A r g 8 5 G 1 u-^ffc (7^M 

L y s 9 2 cDJEfi#{± PGH 2 ^PGD 2 Wa HO^mW iO^lC^I &£|*n£ 

(miB) , &&®*&wm^mt.K^<D*®\,mz>o @5^t 

PGH 2 M^- ; E7 :? ^i:IWiat^ P h e 8 3 ^^-(7)^#^^J; VMMCy s 6 5^ 
^O^^t9 0^v^^^«rJR#-r^0^ft!jJt#^o Thrl4 7 A l a&tF 
Tyr 149 Phe^#(i^M^t<^^T?&^l/2tcM^-r^)o t£ 
oTTh r 1 4 725:tFTy r 1 4 9 ^i^^^ttfiOilfigibS^ * 

[0 0 2 6] 

[^1] 

P G D S ffitO L - P G D S ^ - ^ - 



mam (C6 5) 


1 3 


2. 


s^m \/4iyi tt ■<■ ; 

3 8 


S 4 5 A 


1 1 


0. 


3 6 


S 8 1 A 


1 2 


0. 


5 0 


F 8 3 I 


1 5 


4. 


4 7 


R 8 5 E 


7 


4. 


8 6 


K 9 2 E 


1 4 


5. 


7 1 


T 1 4 7 A 


1 9 


0. 


9 5 


H49F 


1 1 


0. 


8 2 
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[0 0 2 7] 

(v i i) L-PGDSt:i^itPGD20lli^^ 
L -PGDSIi, 4»PGD 2 ^iUt (Kd = 8 9. 4±3. 4 nM, 
kon=l. 2 4 x 1 0 3±3 7M~ 1, k o f f = 1. 11x10-4 

±7. 0xl0-6#-l) K&&+&#* &m??X*>&mfr*r (Jonsan, 
et al.,Biotechniques 1991 Nov; 11 (5) : 620-627 ; Beuckmann et al. f Biochemis 
try, 38:8006-8013(1996)) kz J: fLfcfP G E 2 P G F 2 « fcifrfrLfcV* (07 
) o L - P GD S liP G D 2 ti^ >^^f t Ltt^t:^f|> 0 MigtH 
^fc> *£^L£P GD 2^L-PGDS<9$i:/fc14*°^y >^£>i9>o < J5ftiH1- & 

d t zmmtZo -*h-pgdsi4pgd 2 ^ i>xmm%®ffi&zmz ^ 

o -tif J ^f(iL-PGDS(«rttCOXt*tLfcPGD 2 ^ii: 

L-c^tg Lfcmn p g d 2 ommtm&fck ltaub-*-* 2 ^xommzm-rz 9 

[0 0 2 8] 

(ii) tftigj-fflv^ l - p n n s 

m2 xit 3 K^-t 3 ^%m^.mm^m^x, l-pgds *mm-$-z>it&%n i k 
( b ) mmk&yo<D3Limm t ; 

±&<d i^i-L-PGDs <omnm&im*mjter * mm&i*. mm* 

■f-lOL-PGDSOT^yflSB^Jt?, 3 9fc 4 3-4 8t, 5 4t, 6 5-6 7-12: 
^ 7 7-8 3fi, 9 0- 9 6& 1 0 3- 1 0 7^ 116-120fi, 129 
-13 3tfc, 1 4 3- 1 4 9&, HOtOT^S^It'^o 
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[0 0 2 9] 

L-PGDS0 3^C7n3l#m3t1f#^B^ x t*Jgtffc^<£>#* Kov*T, L-P 
^fc^O#at «rg£ffc § *fc fc, L-PGDS <7)fiHt«|Jft L T 

> %tmb i> L < fiftjfcftfc L-PGDS O&Jftli^ttlctird' L^»i-v^ y - Kffc 
S 03fe»tt^^jfe^*iNM*:S:-7»if ^ > L&J&-fZ> ZtX\ L-PGDS 
[0 0 3 0] 

• yn^ 7 A Insight II T-^T' § £ 0 ^ 

BW©3fe**C«paik:ftJS$*LfeI nsight I iOt^-K^Lu d 
i ^DOCKt \/*-ofzy°u A *%.®tXim<fr&t>ltXm\<* 2>ZtX\ X 0# 

[0 0 3 1] 

mtiz, m&*wmm<D&%\,*% mm&t Lx£*)m*itz&n*n^k&® 
z&^tz-rv - Yik<&®<r>mmkv>®m.xjbz>o 

[0 0 3 2] 
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*§kw**imi-& l - p gd s vmrnsmzm^xv - wt&®t:jL<z>vi*-r 

&fUM It, 7*- ^^-^ ^Oft-^ i:L-PGDS«03 ^tx«ii±OffiS 
^ * * * * 3*Wit U ^ K L - P G D S t Z> frit® £ r 

• T>f £^v^&^c9 3^7G^ffi£LT*> &1*L& 3^on^f2£ 

ffl v> «r < X i> $Lm<) fclftft ti TJTift-C* £ o 
[0 0 3 3] 

1±> SIKtt^&*^<TSa?v»J:^jc^|««|J5.#3t a[ $ tu 7 7 >f 
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v******ttfc#**&£fc**4 0 ioi^;, MttSfft^ ^TfcttffiH 
[0 0 3 4] 

Insight II COD I SCOVER^ya-;H;^S, Sfi*J'*»fc$ 
*l£AMBER02j^ CVFFfc^fcJRIfflTi&o 4fc, Insight I 
IcoLu d i ^^rrve^-^- ■ yn^A|:J:oTli, S&Mfrf-^&^X 

[0 0 3 5] 

^%^^fij^^^^t-^^^^*M>fbi-^B^T»Mv^tL^ 0 y- Mb 

^ttL-PGDs 0>fc&mm&*>9m*m bfrK-r&ztizxox, y - Mb 

[0 0 3 6] 

aw l-pgdso3 *jummmmz\ &*<d 3 #3BflHt£***a 
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? y X * ;i/ • T-T Srfflv** & ^(7) 3 $otmm* LXi>£ ^l)K >&-r L%>3 #otm 
D S t j^cfcFt t < ffiHtfMBT- l^i^:, £ L < fi^Hfeffl Zftn^ttz Z t 

lxft"f~ o 

[0 0 3 7] 

n > e * - * - k i & * ;v vh3& k £ & frttmm *m^x 

> U - Kft^?)Rlf$*ifci^:4M1*lfc L-P GD S J:^<Oi^;^ 

2b*o ^^SrtW^fflv^^^ti, ^d^5A Insight II 
OD I SCOVER^a-;W:|,S, ®e«Jw*a-fb$tL7tAMBERO^j» 
. CVFFfc^*fflffiT?§& 0 - ^.T^^^m tz~f^ ^7A, 2j*«:£*U::|gt> 

< « v - vit&mfr h r+fj > z Ktzit&m tL-PGDs t U 

*<7)&M,m&zxm&gkfmK£^xmmMKmffiu m&m&immmt l 
x&fc-rz zti±, l-pgds <ommm&n&tft&®o%i&<Dm&&<Dmb 
<vfa±^k&®<Dmn<vn<ofa±Kt^xmm%mm.z^]L2>o vt&im&vft 

gffi. L-PGDS t{ Ltv^M+t\ L-PGDS^iM$ 

i t X% h tlZo * titt&m*&* «?v*#jftifCf^* Lfc L-PGDS^ 
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tXi>nh*iZ> Q ftmLtzM&famikVXMMiMtMTtkmtirte, ^MCy S 65Aia 

1 - p g d s otiii^^tffi wc^tif 9 u t i ^ 0 z<om&. m 

2 *> L < itm 3 tCfBm^ L - P G D S <7)S^M^ Tffitiftft 9 £ t J& f T? § 

[0 0 3 8] 

immtiiLtzfo&gnzmn (^ax^^>y>H 2 ) ft&TKm&mt&nz 

-£t. shimizu, t., 

Yamamoto, S. , and Hayaishi, 0. (1979). Purification and properties of p 
rostaglandin D synthetase from rat brain. J. Biol. Chem. 254, 5222-5228 

[0 0 3 9] 

Dt^yyt-^iat^^tlSt^o PGH 2 {±7K^^T{i#l,lc^t-^ ( 

<dx\ i&mmtx&u (sov) x^-t^ a mmBL^mm^^ 
h-^texxmmZ'StfO.iw >mmmm (pH7.5) 5o^hc n pgh 2 

\fx\^^^UV^)> VX'&X L Tff 9 o 25*0, 30-60#P^ G>gJS&> tK<% L tz 
^-r)W*9 y-)W0.M?^>mMm (30:4H v/v/v) SW^l&inx.TRjS 

^?fcfc*2it«SBB- h u * a fcim^Tjft**??^ ^t«»«mbo— sp (50^ m 
&) Sri&z&mrt (4r) *^*stcife*u ^aiu>rt (-201c) ty'j 
*^Si^D7b^77^- CSn^lK : x.—f-n'/* *y-;vsfcm (90:2 

: 1 v/v/v) ) Zft do PGD 2 ®^t-e^mo^oSc^tt^?»J^L 
, PGD 2 ^03E^£fcfcfcB££Jgtt£#ffl-$-;& 0 

Tp-m<7)^mPGH 2 $rfflv^T^aS^^v\ at&m. FeCl^gKJ: J)PGH 2 £l 
2(S)-fc 10-f7V^-5-y^-A^7 f * h 'jxy-jl/||(;^|L/; 
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^ 11-/?- P(^2^W^^i"^^HPLC^>^vMiTtTM^ELISAtcJ: I9PGD 2 £ 
[0 0 4 0] 

j^kl-pgds (Dmmia, mm%u mm.mm%k mmw^tm±m 

[0 0 4 1] 

[mmm] 

mmmi 

L-PGDS^ 

Glu2 4^?>C*^B^-e<7)L-PGDSil^[EMB L/G e nB a n k/DDB 
j TM 7 ^^ r > 3 >^ W ^ D 8 332 eJSr^-^JJiacDNA^:/^;-^ 
PCRiiipim: |&3^**-pGEX-2T (T^ytA • 7?JV7y7 • /1j 

jr^y ttt) KjfAU * -^Escherichia col i DH5« (MMffi) 

ZJ&M$mLfz 0 pGEI-ZmBMmittZrfrfT-j-y (GSH) F7>X7x7 

— eCG^ate^oTfcfcarAU swseKSrGSTifc^seKfc L-cum-r^ 

fc#<03&3B^* Cy s 6 5 A 1 a £fFJ&1"& #£>*Lfcf&m^ 

^^-S:iItUCy s 6 5&A 1 a Klt&SfL* J: 5 ?-=j K>£ 

5' — GCTGTATTGTATATGg c aAAGACAGTGGTA — 3' 
5' — TACCACTGTCTT t g c CATATACAATACAGC— 3' 
teftflLLtZo £ h &-<l</9Quick change site-directed mutagenesis 3r y h (.X 

«:fflv^TCys6 5Al aM^^-^^MLf: 0 
^fr??-** (GSH) h 7^7x5- (EMBL/GenBank/D 
DB J TM 7 ^^.^> 3 >^y ; ^ U5 8 o ! 2 ) -?-<7>#&31^ * 

-^Escherichia coli DH5a *^JWg3fttfc 0 

i^^^^-T^g^L^Escherichia coli DH5« -ei!tj££*l£L-PGD 
SttGSTBte-gSS'Cfc&o ^@3£&#:£LBi&«U 3 7t)T«U 0D 6 0 0 n 
m ^0 . 5-0. 6l:^o^ti^-C0. 6- lmMtC^^J;^HIPTG^«t 
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> 3 7tt6^ L-p<z>so&Mfcfxofco*> % mm*t>i&m%mfcZfrmL 

*Yu>\£^t>i h LL-PGDStGSH£i2J 0 fcLfclk 5mMM */HC 

1 (pHS.Oj^trOSuperdex? 5*7A^nv f^77>f *-£frV^ ?|ig|v^Tl 
OmM^i>^ > V ^7 A ( P H4.5) f TMono-S^ u-7 h ~y j - £;frv\ £ h \z 

^^^#^^^A(±QuickChangeg|5e#^^m^X^y h (Strat 
gene, Heiderberg, Germeny) SrMv^f o fc 0 fODN ABB?!Ui, SequiThernrfr 

^SB^iJ&^r y 1> (Epicentre Technologies, Madison, WI) K£Z*M? 
^SB?iJ^O^I_C0R^T*^4000LSS/DNAv-^jr.^-9--- (LI-COR Inc. , Linco 
In, NE) X-mmLfZo 

[0 0 4 2] 
S e — M e tgL-Pffns g^MiS 

±i:Mtt:LT^pGEX-2T^?^-t'E.col i B 8 3 4 (DE 
3) (Novagene, WI,#S) Sr^JW&feU ^O-bVy >£^;£1-&T 
^ii:f«iT^«U;(lLS^^gi) :79-Vl. 5 g ; T;u 
^->-HCll. 75g;7^W>*l. 2g;^N>0. l g ;^ 
^>U2g;mr/lg;^y>i. 6 2 6 g;tW>o. 175 
g> -fvn^y> 0 . 7g;n^» 0 . 7 g ;Vv>HCH. 26 g ;7x 
-;j/T7->o. 4g;7*ny^o. 3g, -b'j>6. 2 5 g ; h u*->o. 
7g;^nv> 0 . 5g;^r/0. 7g;7f^lg;m^l. 33 
g;^<>0. 3 3 g ; -77->;n g> ftH^-bv^A l. 5g;^^3 g 

laiftT^-^Al. 5 g ;7K^b^-hV^A0. 85g;K 2 HPO 4 10 
. 5g;MgSO 4 0. 2 5 g;FeS0 4 (II) 0. 0 0 4 2 g;^3- 
*2 0 g ; «bl/y^ft->0. 0 7 5 g> WKao and Michayluk Basal fcf* 

(sigma-Aidrich) 0 ±mmmx<D^m^s.c> T\ 5£®iK&#&3 7 

roimLOLB^T'-Bfe^LTto iOlmL^^^500mLC0_hffi^^zi^ L 
> 3 7t:f^[:-^8L^ ^^50(hnLO^^O9*>50inL«:350mL<?5gfLv> 
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±IB^lfe^Dx.3 7V-?mmU OD 60 0nm^O. 5-0. 6 KK-ztzt 

.6- lmztthZi KIPTG£*fetJDU 3 7t;-C12IJ#WfflF#*tt»:J\ L-PGDS££ 

S e-Me 1 1 L - P G D S ©iS(i±fa^^lif 1 1^ C ^fttfc ^ ^ „ f c 

o 

[0 0 4 3] 

L-PTiDS QM&ft 

nWiLfzWB*^ 1 0 fx M<D a 1 1 - t r a n s V*f-; 4 >B.*Stf5mM ^ 
'^/HCl (pH8, m&it*Yv?Wmm K*tU8*fU YM-31 (5 
V* 0 7\ Badford, MA) fcfflv* ^ 1 Omg/m 1 ftillL/;, 
tt*ft«i^>^^Kny^RjlCitiS4feK:J: 0 2 2. 5tW-j|SIt'ffo^ 0 

^*Cys6 5Al a L-PGDSli, 10mg/ml<7)^ >/n°^®^2 y« 
U2MYn>ith>^A, 0. lMh'JVHCl (pH8) MlO% ( 
v/v) 1, 4-v>^^>^^-tf^i<7)';if--^-^t^-r^^i:^J: 
oTfiiftHt 3aBJartH*^:©^:§$0. 1x0. U0. 4mm^ 

S e-Me tlC y s 6 5a 1 a L - P G D S Kn y -fWMMMi 

i9t#/c 0 m.ffi& 10// MO all — trans -f >m£^-*> 2 // 1 

(OlOmg/ml^^Wfi^ MO. IMOf'JVHCl (pH9. 
5) *<D1. 2 5M^x^thij^A, 10%<?)^n>> 2 % h ? 4 Y > 
X-4 0 5**tr^#*0#i£^&£ofco 

feS^W^^^-^-tliaiE^HfSSlxail&^S^R igaku RAX I 
S- I *-V>y~f\s- h y^rA^v^L/; Ml. 0 0 0 0A 

) o 

^^a^L-PGDSOjeSttmffll&0^:#$a = 4 6. 2, b = 6 6. 8. 
c = 1 0 5. 3A^tt^^I<7)^iP 2 i 2 i 2 i KJRU 

S e-Me t IL - P G D S ^l^ B B B I^)^SC 2 2 2 iKJlUtift 
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Jl^i$a = 45. 7, b = 66. 8, c = 104. 5 A£^f L&Mfo&tiL* 
[0 0 4 4] 

S e-Me tM25.^^MOC y s 6 5 A 1 a L - P G D S <Dfa&<D®$iT- 
?l*z7V>y-8mM¥-&74>I (BL4 5XU) *W^@*>J**n 
^77^-^f-y3>ffi|l OOMiL^o mi/TT'-^teDENZO;®. 
O'SCALEPACK (Otwinowski et al. , Methods Enzymol. , 276:307-326 (1 
997)) Zm^X&WLfZo CCP4*-f-h (Collaborative Computational Pr 
oject, Number 4, 1994) £31 §i^< &&¥&mmzm^fz 0 

^F B mC222i^«i-^>Se-MetMCys65Ala L-PGDS<^^ H %<7)^{4#^M't 
^ifc££ffiv^ 0 -b^^A<7)3 o<7)gBfi&^-?* - y y y> ji.ft Lfco 
ffiffiWaMbXtnt^apflelMlJtt SHARP (de La Fortelle et al., Methods E 
nzymol., 276:472-494 (1997)) O L OMON (Abrahams et al., Acta Cr 

ystallogr., D32:30-42 (1996)) SrJB^T^r&oTto •fuffjA, O (Jones et 
al., Acta Crystallogr., A47:110-119 (1991)) %.ZFX talView (McRee 
, Practical protein crystallography, Academic Press, 1993) £ * T^MIMfe 
<Dtztbm^tz 0 m&^#)m^ikte<m (Brunger et al., Acta Crystallogr. ,D5 

4:905-921 (1996)) k x ^^m^^mLtzmm^twrnt. ^M^£Z*r 
^-•fm^it^yfmm^w.^^^Ltz 0 m^^t^hc 222 i&iMg 

mzi$\,*XCD)ls-7<OA s n 8 8 &^9 oON*Mi^^i &v\, ^^[ft 
R^WRfreet^ S e -Me t^:ov>t2. 5 A^jtrc^tL-TfrLO . 23 
RV?0. 2 8T»abo7t 0 

P2 ! 2 ! 2 ! ^^i-^^M^ H B H fi^s^£fflv^r^§> ±tmu%m 

fk^&jm^kZftotz^ CCP4^/f- hOREFMAC5 £ffiV>T£ hizy 
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WO. 2 4RW0. 2 8t*oft, P 2 i 2 i 2 i 030S0«ail±" 4 AJBLt 
O^M*^r1-^^-7 p >EF;V-r25.5y f Ph e 3 9 fr|fcv*T, C 2 2 2 jOS e 
Me t^/^ft^<IMt^t (^OWr.m. s.d.-O. 26 
A) o W^^itH^ORamachandranyn ^ h <^ff £ tL&vvf^ft^^ii&v* 

O 

#^^5c«fflL-PGDSOijM9l*lE2K, Se-Me tlL-PGD 
S ^ 3 Ktf1- 0 

[0 0 4 5] 

LI 



L-PGDS-\OPGD20M 

L-PGDS^PGD 2 , PGE 2 , PGF 2a O^, BiaCore2000v 
^•rA (BiaCore, Uppsala, Sweden) -e^M^^X^ >*RSM^?££ffiv>T5^Jff 
Lfc 0 a/M?*^*-/^** h7>ftIU:CM5-b>t-f^ (BIAcor 
eAB) l:L-PGDSfI#Cy S 8 9, 1 8 6 A l a*H£fl:Lfc, &g-|*tt 

ii^i^stf^M^-e o . i~io^ Mmmmm-c 30^1 /^-^oi 

MR*KJ:9Wfe$*fc. JfcftSafctttiU 4 o©8cfc LfcfMWc J: &Langmuir 1 

yyy ^-XTHBIAJ^V ax-y 3 ^3. oyyy yx.T*m^Z> Z. t K X *) 
WfLfc, J»*4:0 7JC^ O 

[0 0 4 6] 

5 

y s 6 5 a 1 a L - P GD S 0£4*flHt£ n > j.-* -<7>m± 
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"C^StL*^ 4-v>^>V(a, d)y^nA/f >_5-^ ij f >-i-(4-(2H-r b 5^/ 
- ;i/-5--f ;v) 77- )V) tf ^ >; y ^ (WT A T-56tv^) 9 ic^f i^: 
, L-PGDSW^#«it^^-t^>i^^o7t:o AT-56«L-PGDS 
<7>39, 4 0, 4 3. 45, 4 8. 5 4, 6 7, 6 9, 77, 7 9. 9 2, 9 4 
. 96, 105. 107. 109. 116. 118. 120. 129, 131. 
1 3 3. 1 4 5. 1 4 7. 1 4 9fi(D75 *)fm^KZ>*°'r v Mc 

AoTV>& 0 i09*)4 5. 9 2. 1 4 7. 1 4 9^7^i^ittifig^ 

AT- 5 6iiL-PGDSOffi#^J-e^)^Brtg14^^o 
[0 0 4 7] 
AT - 5 6 OL-PGDS j^^frEHgPteffl 

t Mtx.iff5:iv>t, ±T^a5L7tAT-56o l-pgds mm^nt&mm 
fpffl. ^to^^at-ss^ h-pgds mm^n-t ^mm^m^m^tz 0 

L-PGDS Mfcttii^Kf*. [l-14c]PGH 2 (5 ^M) ^ftLt, U»i 
M L-PGDS, 0.1 M Tris-HCl (pH 8.0), 1 mM DTT (v^*X W Jf&T 
K 25 t t 1 frffi&JBmttZo 

atJfiLflM PGD &J&mm (H-PGDS) J&W^ttMTE^li, [1-14C]PGH 2 (40 M U) 
ZmWt tT, 0.1 M Tris-HCl (pH 8.0), 0. 1 mM GSH (MtuM?** >) , 
#£TK 25 r "C 30 #fSRj££-££ 0 

at-56 immmtiws frmmt&wL, ^rmw*mnLfz 0 %.mmT&. k 

^(»®^nvh^7-7^-tcj:i9, PGD 2 £#ilt • 5e* U ^*^^#ai 
Ltz a &&AT-5 6i±#H¥7-7 0 1 1 2 ^-<Zr^3 ~ 4 HKfBigcO^Sac^ 
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*S**EI1 0tC^-r o AT-56 «U JBJMK#fi9fc L-PGDS K£* pgh 2 frb PGD 
2 ^«J*ttfltfZl&*B#U 50 % B*ftfc(IC£o «0tt, 95 X^^tz 
o AT-56 (3-300/* M) *±, H-PGDS £IS«L&^o;ko CI <D X -? KAT-56 14 

l-pgds «4M»cB*i-«'fi:««-c«« i t *q»B**Ljfc 0 

[0 0 4 8] 

L-PGDS j- & » (TE-671) <b OPGD 2 g£ [Cjfrg & AT-56Q^gjH^g 

L-PGDSSrH^f £fc h^hJBIIINU (TE671) HO*WA>(t>'7*T( 
A23187 ; 5-(^^;WT^ y)-2-[[(2R,3R,6S,8S,9R,HR)-3,9,ll-h V ^-f-;V-8-[( 
IS) -1-* ^-2-* * V-2- (1H- \£u- )\,-2-<i )l>) 7 _ ^ ^xfo[5 

. 5] * >T%-2-J fr] * f-;v]_4_^ > y*-9- ;W-J?>10MK «£ &PGD 2 jg 

TE-671*lxl05«O«ie-Cv^ ^nyw j» CffU «v*r«Ufi*A23187(5 
/*M)T^MLTPGD 2 ^^^L^o AT-56 «ftV>|±#tt (Vehicle) fi, A2318 

7 mmm5»mkzmmmLKmavtio mm mm<o 15 ^^^^^hj 

ttU ^*^4>OPGD 2 «**i>^A>f Ayr^fe^(feIA)ftJCJ:oT3e» 

tt**Bll 1 ^^1"o TE-671 «Blfttt*0W»tCJt^ A23187-e*!l#-t*itic 
«fc o TPGD^^ifJp Lfeo £ <t>A231S7mmz £ *PGD2jg^*AT-56*4ffi*^ 
ttfciWW Lfc„ iOft*4AT- 56#L-PGDS <7>l£«#J-e&& C £ &{g@ 

fco-e^&o 



[0 0 4 91 

L-PGDS03 &7uffiik&M 

ATOM 1 N GLN A 35 7. 532 

ATOM 2 CA GLN A 35 7.880 

ATOM 3 CB GLN A 35 6. 613 

ATOM 4 CG GLN A 35 5.450 

ATOM 5 CD GLN A 35 4.209 



25.687 -6.080 1.00 33.40 N 

26.161 -4.715 1.00 32.79 C 

26.584 -3.976 1.00 34.50 C 

25.616 -4.062 1.00 39.74 C 

26.171 -3.369 1.00 49.53 C 
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ATOM 


6 


0E1 GLN A 


35 


3.153 


25. 528 


-3.327 


1.00 50.48 


0 


ATOM 


7 


NE2 GLN A 


35 


4.337 


27. 377 


-2.817 


1.00 49.93 


N 


ATOM 


8 


C 


GLN A 


35 


8. 666 


25. 154 


-3. 873 


1.00 30.34 


C 


ATOM 


9 


0 


GLN A 


35 


9.147 


25.489 


-2. 794 


1.00 29.61 


0 


ATOM 


10 


N 


GLN A 


36 


8.811 


23. 929 


-4.367 


1.00 27.61 


N 


ATOM 


11 


CA 


GLN A 


36 


9.561 


22. 906 


-3.636 


1.00 25.74 


C 


ATOM 


12 


CB 


GLN A 


36 


9.751 


21. 657 


-4.503 


1.00 24.32 


C 


ATOM 


13 


CG 


GLN A 


36 


10.312 


20.473 


-3.731 


1.00 24.51 


C 


ATOM 


14 


CD 


GLN A 


36 


10. 259 


19. 181 


-4.516 


1.00 21.94 


c 


ATOM 


15 


0E1 GLN A 


36 


11.020 


18.974 


-5.459 


1.00 30.10 


0 


ATOM 


16 


NE2 GLN A 


36 


9.350 


18.307 


-4.134 


1.00 26.53 


N 


ATOM 


17 


C 


GLN A 


36 


10. 930 


23.421 


-3. 170 


1.00 23.41 


c 


ATOM 


18 


0 


GLN A 


36 


11.341 


23. 145 


-2.047 


1.00 20.27 


0 


ATOM 


19 


N 


ASP A 


37 


11.625 


24. 162 


-4. 036 


1.00 24.65 


N 


ATOM 


20 


CA 


ASP A 


37 


12.942 


24. 731 


-3. 709 


1.00 24.97 


c 


ATOM 


21 


CB 


ASP A 


37 


13.470 


25. 596 


-4.859 


1.00 28.96 


c 


ATOM 


22 


CG 


ASP A 


37 


14. 187 


24.793 


-5. 919 


1.00 34.20 


c 


ATOM 


23 


0D1 ASP A 


37 


14. 733 


25.418 


-6. 856 


1.00 41.87 


0 


ATOM 


24 


0D2 


ASP A 


37 


14. 208 


23. 548 


-5. 820 


1.00 45.04 


0 


ATOM 


25 


C 


ASP A 


37 


12.915 


25.597 


-2.457 


1.00 23.64 


c 


ATOM 


26 


0 


ASP A 


37 


13. 938 


25.778 


-1.795 


1.00 23.30 


0 


ATOM 


27 


N 


LYS A 


38 


11.745 


26. 137 


-2. 139 


1.00 22.75 


N 


ATOM 


28 


CA 


LYS A 


38 


11.595 


26. 996 


-0. 974 


1.00 23.00 


c 


ATOM 


29 


CB 


LYS A 


38 


10. 238 


27. 717 


-1.013 


1.00 23.35 


c 


ATOM 


30 


CG 


LYS A 


38 


10. 024 


28. 669 


-2. 185 


1.00 23.60 


c 


ATOM 


31 


CD 


LYS A 


38 


10. 993 


29.825 


-2. 126 


1.00 24.32 


c 


ATOM 


32 


CE 


LYS A 


38 


10. 606 


30.923 


-3. 107 


1.00 27.38 


c 


ATOM 


33 


NZ 


LYS A 


38 


9.282 


31.485 


-2.771 


1.00 26.05 


N 


ATOM 


34 


C 


LYS A 


38 


11.704 


26.225 


0.341 


1.00 22.03 


C 
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ATOM 


35 


0 


LYS A 


38 


11.980 


ATOM 


36 


N 


PHE A 


39 


11.501 


ATOM 


37 


CA 


PHE A 


39 


11.535 


ATOM 


38 


CB 


PHE A 


39 


10.391 


ATOM 


39 


CG 


PHE A 


39 


9.012 


ATOM 


40 


CD1 PHE A 


39 


8. 514 


ATOM 


41 


CE1 PHE A 


39 


7.233 


ATOM 


42 


CZ 


PHE A 


39 


6.442 


ATOM 


43 


CE2 PHE A 


39 


6.934 


ATOM 


44 


CD2 PHE A 


39 


8.213 


ATOM 


45 


C. 


PHE A 


39 


12. 860 


ATOM 


46 


0 


PHE A 


39 


12. 999 


ATOM 


47 


N 


LEU A 


40 


13.840 


ATOM 


48 


CA 


LEU A 


40 


15. 140 


ATOM 


49 


CB 


LEU A 


40 


16.034 


ATOM 


50 


CG 


LEU A 


40 


15. 501 


ATOM 


51 


CD1 LEU A 


40 


16.493 


ATOM 


52 


CD2 LEU A 


40 


15.266 


ATOM 


53 


C 


LEU A 


40 


15. 750 


ATOM 


54 


0 


LEU A 


40 


15. 202 


ATOM 


55 


N 


GLY A 


41 


16. 861 


ATOM 


56 


CA 


GLY A 


41 


17.521 


ATOM 


57 


C 


GLY A 


41 


17. 293 


ATOM 


58 


0 


GLY A 


41 


16. 873 


ATOM 


59 


N 


ARG A 


42 


17.564 


ATOM 


60 


CA 


ARG A 


42 


17.461 


ATOM 


61 


CB 


ARG A 


42 


18. 509 


ATOM 


62 


CG 


ARG A 


42 


18.574 


ATOM 


63 


CD 


ARG A 


42 


19.475 



26. 815 


1.385 


1.00 21.91 


0 


24.912 


0.284 


1.00 20.33 


N 


24.079 


1.480 


1.00 17.56 


C 


23. 056 


1.442 


1.00 19.18 


C 


23. 676 


1.421 


1.00 21.95 


C 


24.254 


0.263 


1.00 16.05 


C 


24.811 


0.231 


1.00 25.13 


c 


24.794 


1.372 


1.00 26.46 


c 


24.219 


2.544 


1.00 28.59 


c 


23. 664 


2.561 


1.00 25.15 


c 


23. 359 


1.692 


1.00 18.10 


c 


22. 536 


2.598 


1.00 15.86 


0 


23. 662 


0.855 


1.00 17.02 


N 


23.037 


1.001 


1.00 17.96 


c 


23. 360 


-0. 198 


1.00 17.02 


c 


22. 886 


-1.546 


1.00 20.11 


c 


23. 229 


-2.659 


1.00 20.64 


c 


21.391 


-1.481 


1.00 15.79 


c 


23. 602 


2.271 


1.00 17.56 


c 


24.528 


2.874 


1.00 17.30 


0 


23.019 


2.702 


1.00 16.10 


N 


23. 531 


3.888 


1.00 15.92 


c 


22. 823 


5.207 


1.00 15.14 


c 


21.667 


5.253 


1.00 17.51 


0 


23. 550 


6.289 


1.00 15..43 


N 


23.028 


7.645 


1.00 17 08 


c 


23.721 


8. 538 


1.00 15.38 


c 


23.214 


9.995 


1.00 15.81 


c 


24.086 


10.917 


1.00 17.38 


c 
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ATOM 


64 


NE ARG A 


42 


18. 931 


ATOM 


65 


CZ ARG A 


42 


19. 516 


ATOM 


66 


NH1 ARG A 


42 


20. 676 


ATOM 


67 


NH2 ARG A 


42 


18.946 


ATOM 


68 


C ARG A 


42 


16. 093 


ATOM 


69 


0 ARG A 


42 


15.490 


ATOM 


70 


N TRP A 


43 


15. 627 


ATOM 


71 


CA TRP A 


43 


14. 356 


ATOM 


72 


CB TRP A 


43 


13. 283 


ATOM 


73 


CG TRP A 


43 


12. 856 


ATOM 


74 


CD1 TRP A 


43 


13.401 


ATOM 


75 


NE1 TRP A 


43 


12. 662 


ATOM 


76 


CE2 TRP A 


43 


11.631 


ATOM 


77 


CD2 TRP A 


43 


11.721 


ATOM 


78 


CE3 TRP A 


43 


10. 778 


ATOM 


79 


CZ3 TRP A 


43 


9.777 


ATOM 


80 


CH2 TRP A 


43 


9.709 


ATOM 


81 


CZ2 TRP A 


43 


10.626 


ATOM 


82 


C TRP A 


43 


14. 565 


ATOM 


83 


0 TRP A 


43 


15. 587 


ATOM 


84 


N TYR A 


44 


13. 583 


ATOM 


85 


CA TYR A 


44 


13.617 


ATOM 


86 


CB TYR A 


44 


13.822 


ATOM 


87 


CG TYR A 


44 


15.113 


ATOM 


88 


CD1 TYR A 


44 


16. 306 


ATOM 


89 


CE1 TYR A 


44 


17. 506 


ATOM 


90 


CZ TYR A 


44 


17.512 


ATOM 


91 


OH TYR A 


44 


18.690 


ATOM 


92 


CE2 TYR A 


44 


16. 338 



25.430 


11.127 


1.00 20.69 


N 


26. 393 


11.846 


1.00 24.91 


C 


26. 180 


12.449 


1.00 18.52 


N 


27. 591 


11.948 


1.00 23.29 


N 


23. 133 


8.320 


1.00 16.71 


C 


24.209 


8.393 


1.00 17.77 


0 


22.001 


8.836 


1.00 17.28 


N 


21.939 


9.552 


1.00 18.13 


C 


21.239 


8.721 


1.00 15.45 


c 


21.946 


7.485 


1.00 15.71 


c 


21.834 


6.233 


1.00 15.15 


c 


22. 576 


5.330 


1.00 15.14 


N 


23. 187 


5.996 


1.00 14.06 


c 


22. 817 


7.357 


1.00 12.61 


c 


23. 319 


8.264 


1.00 14.15 


c 


24.162 


7.792 


1.00 11.66 


c 


24.512 


6.426 


1.00 15.44 


c 


24.034 


5.520 


1.00 15.17 


c 


21.126 


10. 821 


1.00 18.08 


c 


20.460 


10.981 


1.00 18.87 


0 


21.173 


11.710 


1.00 19.02 


N 


20.413 


12. 952 


1.00 19.64 


C 


21.335 


14. 154 


1.00 19.30 


C 


22. 102 


14. 146 


1.00 20.96 


C 


21.494 


14.524 


1.00 21.90 


c 


22. 194 


14. 501 


1.00 26.37 


c 


23. 521 


14.094 


1.00 28.61 


c 


24.228 


14. 082 


1.00 31.66 


0 


24.145 


13. 710 


1.00 26.67 


c 
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ATOM 


93 


CD2 TYR A 


44 


15. 146 


23.434 


13.740 


1.00 21.12 


C 


ATOM 


94 


C 


TYR A 


44 


12.270 


19. 717 


13. 120 


1.00 18.71 


C 


ATOM 


95 


0 


TYR A 


44 


11.221 


20. 356 


12. 993 


1.00 18.76 


0 


ATOM 


96 


N 


SER A 


45 


12.300 


18.413 


13.388 


1.00 20.71 


N 


ATOM 


97 


CA 


SER A 


45 


11.072 


17.658 


13. 625 


1.00 20.41 


C 


ATOM 


98 


CB 


SER A 


45 


11.349 


16. 153 


13. 541 


1.00 21.74 


C 


ATOM 


99 


OG 


SER A 


45 


12.516 


15.802 


14.276 


1.00 19.43 


0 


ATOM 


100 


C 


SER A 


45 


10.671 


18. 051 


15. 045 


1.00 21.87 


C 




[0 0 5 0] 














ATOM 


101 


0 


SER A 


45 


11.377 


17. 735 


16. 005 


1.00 23.08 


0 


ATOM 


102 


N 


ALA A 


46 


9.553 


18. 764 


15. 171 


1.00 21.80 


N 


ATOM 


103 


CA 


ALA A 


46 


9.073 


19.239 


16.464 


1.00 20.98 


C 


ATOM 


104 


CB 


ALA A 


46 


8.868 


20. 756 


16.402 


1.00 20.73 


C 


ATOM 


105 


C 


ALA A 


46 


7.791 


18. 570 


16. 945 


1.00 21.49 


C 


ATOM 


106 


0 


ALA A 


46 


7.464 


18. 635 


18. 127 


1.00 22.81 


0 


ATOM 


107 


N 


GLY A 


47 


7.053 


17.947 


16.034 


1.00 21.44 


N 


ATOM 


108 


CA 


GLY A 


47 


5.811 


17. 293 


16.420 


1.00 21.24 


C 


ATOM 


109 


C 


GLY A 


47 


5.614 


15.989 


15. 682 


1.00 20.50 


C 


ATOM 


110 


0 


GLY A 


47 


5.926 


15. 895 


14.495 


1.00 21.41 


0 


ATOM 


111 


N 


LEU A 


48 


5.106 


14.976 


16.376 


1.00 22.43 


N 


ATOM 


112 


CA 


LEU A 


48 


4.879 


13. 674 


15. 755 


1.00 24.18 


C 


ATOM 


113 


CB 


LEU A 


48 


6.119 


12. 796 


15. 952 


1.00 24.03 


C 


ATOM 


114 


CG 


LEU A 


48 


6.216 


11.439 


15. 258 


1.00 25.64 


C 


ATOM 


115 


CD1 LEU A 


48 


6.256 


11.620 


13. 745 


1.00 23.98 


C 


ATOM 


116 


CD2 LEU A 


48 


7.490 


10.732 


15. 731 


1.00 24.77 


c 


ATOM 


117 


C 


LEU A 


48 


3.646 


12. 997 


16. 353 


1.00 25.73 


c 


ATOM 


118 


0 


LEU A 


48 


3.460 


12. 988 


17. 568 


1.00 28.24 


0 


ATOM 


119 


N 


ALA A 


49 


2.800 


12.438 


15.492 


1.00 26.62 


N 


ATOM 


120 


CA 


ALA A 


49 


1.590 


11.755 


15. 934 


1.00 27.70 


c 
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ATOM 


121 


CB 


ALA A 


49 


ATOM 


122 


C 


ALA A 


49 


ATOM 


123 


0 


ALA A 


49 


ATOM 


124 


N 


SER A 


50 


ATOM 


125 


CA 


SER A 


50 


ATOM 


126 


CB 


SER A 


50 


ATOM 


127 


OG 


SER A 


50 


ATOM 


128 


C 


SER A 


50 


ATOM 


129 


0 


SER A 


50 


ATOM 


130 


N 


ASN A 


51 


ATOM 


131 


CA 


ASN A 


51 


ATOM 


132 


CB 


ASN A 


51 


ATOM 


133 


CG 


ASN A 


51 


ATOM 


134 


0D1 ASN A 


51 


ATOM 


135 


ND2 


ASN A 


51 


ATOM 


136 


C 


ASN A 


51 


ATOM 


137 


0 


ASN A 


51 


ATOM 


138 


N 


SER A 


52 


ATOM 


139 


CA 


SER A 


52 


ATOM 


140 


CB 


SER A 


52 


ATOM 


141 


OG 


SER A 


52 


ATOM 


142 


C 


SER A 


52 


ATOM 


143 


0 


SER A 


52 


ATOM 


144 


N 


SER A 


53 


ATOM 


145 


CA 


SER A 


53 


ATOM 


146 


CB 


SER A 


53 


ATOM 


147 


OG 


SER A 


53 


ATOM 


148 


C 


SER A 


53 


ATOM 


149 


0 


SER A 


53 



002-368112 

0.408 12.706 15.893 

1.337 10.556 15.029 

1.610 10.612 13.829 

0. 825 9. 470 15. 604 

0. 556 8. 266 14. 823 

1.874 7.657 14.346 

1.648 6.580 13.458 

-0. 233 7. 214 15. 600 

-0.427 7.333 16.813 

-0.693 6.185 14.888 

-1.447 5.091 15.509 

-2. 817 4. 940 14. 841 

-2.718 4.653 13.354 

-3.726 4.392 12.698 

-1.511 4.706 12.816 

-0. 658 3. 790 15. 361 

-1.097 2.723 15.788 

0.516 3.901 14.751 

1.387 2.760 14.514 

2. 663 3. 228 13. 815 

3.599 2.173 13.701 

1.755 2.027 15.796 

1.395 2.444 16.895 

2.475 0.923 15.636 

2.933 0.118 16.762 

3.129 -1.340 16.333 

1.912 -1.919 15.891 

4. 270 0. 704 17. 190 

4.579 0.805 18.379 
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1.00 26.11 


C 


1.00 29.92 


C 


1.00 30.06 


0 


1.00 33.10 


N 


1.00 35.56 


C 


1.00 34.98 


C 


1.00 37.15 


0 


1.00 37.86 


C 


1.00 39.05 


0 


1.00 39.58 


N 


1.00 41.56 


C 


1.00 41.04 


C 


1.00 42.05 


C 


1.00 45.32 


0 


1.00 39.99 


N 


1.00 43.28 


C 


1.00 43.84 


0 


1.00 45.47 


N 


1.00 47.77 


C 


1.00 48.05 


C 


1.00 51.48 


0 


1.00 48.61 


C 


1.00 49.34 


0 


1.00 49.72 


N 


1.00 50.37 


C 


1 00 ^0 


r 


1.00 52.17 


0 


1.00 50.30 


C 


1.00 50.13 


0 
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ATOM 


150 


ATOM 


151 


ATOM 


152 


ATOM 


153 


ATOM 


154 


ATOM 


155 


ATOM 


156 


ATOM 


157 


ATOM 


158 


ATOM 


159 


ATOM 


160 


ATOM 


161 


ATOM 


162 


ATOM 


163 


ATOM 


164 


ATOM 


165 


ATOM 


166 


ATOM 


167 


ATOM 


168 


ATOM 


169 


ATOM 


170 


ATOM 


171 


ATOM 


172 


ATOM 


173 


ATOM 


174 


ATOM 


175 


ATOM 


176 


ATOM 


177 


ATOM 


178 



N TRP A 54 

CA TRP A 54 

CB TRP A 54 

CG TRP A 54 

CD1 TRP A 54 

NE1 TRP A 54 

CE2 TRP A 54 

CD2 TRP A 54 

CE3 TRP A 54 

CZ3 TRP A 54 

CH2 TRP A 54 

CZ2 TRP A 54 

C TRP A 54 

0 TRP A 54 

N PHE A 55 

CA PHE A 55 

CB PHE A 55 

CG PHE A 55 

CD1 PHE A 55 

CE1 PHE A 55 

CZ PHE A 55 

CE2 PHE A 55 

CD2 PHE A 55 

C PHE A 55 

0 PHE A 55 

N ARG A 56 

CA ARG A 56 

CB ARG A 56 

CG ARG A 56 



5.056 1.082 

6.372 1.678 

6. 930 2. 116 

8. 264 2. 783 

9. 472 2. 183 

10. 473 3. 124, 

9. 922 4. 362 

8. 529 4. 186 

7. 724 5. 313 

8. 330 6. 564 

9. 721 6. 706 

10. 531 5. 621 

6.261 2.889 

6. 870 2. 935 

5.470 3.865 

5. 268 5. 091 

4. 228 5. 972 

4. 014 7. 298 

5. 020 8. 258 

4.833 9.479 

3. 633 9. 750 

2. 621 8. 798 

2. 816 7. 582 

4. 822 4. 805 

5.415 5.305 

3.775 3.997 

3. 243 3. 654 

2.030 2.732 

0.822 3.456 



16.188 1.00 

16.380 1.00 

15.022 1.00 

15.090 1.00 

15.300 1.00 
15.315 1.00 
15.114 1.00 
14.966 1.00 
14.746 1.00 
14.681 1.00 
14.833 1.00 
15.049 1.00 

17.301 1.00 
18.374 1.00 
16.868 1.00 
17.625 1.00 
16.928 1.00 
17.599 1.00 
17.606 1.00 
18.241 1.00 
18.875 1.00 
18.874 1.00 
18.238 1.00 
19.054 1.00 
20.011 1.00 
19.193 1.00 
20.509 1.00 
20.354 1.00 
19.777 1.00 



50.56 


N 


50.79 


C 


51.39 


C 


54.05 


C 


55.89 


C 


56.28 


N 


57.18 


C 


56.11 


c 


57.68 


c 


56.58 


c 


57.14 


c 


57.71 


c 


49.63 


c 


48.99 


0 


48.67 


N 


47.55 


c 


47.41 


c 


46.06 


c 


47.31 


c 


45.75 


c 


45.84 


c 


44.73 


c 


44.94 


c 


47.07 


c 


45.46 


0 


47 71 


N 

IN 


48.60 


c 


49.22 


c 


51.68 


c 
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ATOM 


179 


CD 


ARG A 


56 


-0. 320 


ATOM 


180 


NE 


ARG A 


56 


-1.471 


ATOM 


181 


CZ 


ARG A 


56 


-2. 578 


ATOM 


182 


NH1 ARC A 


56 


-2. 691 


ATOM 


183 


NH2 ARG A 


56 


-3. 575 


ATOM 


184 


C 


ARG A 


56 


4.279 


ATOM 


185 


0 


ARG A 


56 


4.270 


ATOM 


186 


N 


GLU A 


57 


5.183 


ATOM 


187 


CA 


GLU A 


57 


6.209 


ATOM 


188 


CB 


GLU A 


57 


6. 275 


ATOM 


189 


CG 


GLU A 


57 


4.958 


ATOM 


190 


CD 


GLU A 


57 


5.110 


ATOM 


191 


0E1 GLU A 


57 


5.686 


ATOM 


192 


0E2 GLU A 


57 


4.649 


ATOM 


193 


C 


GLU A 


57 


7. 602 


ATOM 


194 


0 


GLU A 


57 


8.602 


ATOM 


195 


N 


LYS A 


58 


7. 668 


ATOM 


196 


CA 


LYS A 


58 


8.950 


ATOM 


197 


CB 


LYS A 


58 


9. 579 


ATOM 


198 


CG 


LYS A 


58 


10. 147 


ATOM 


199 


CD 


LYS A 


58 


10. 780 


ATOM 


200 


CE 


LYS A 


58 


11.185 




[0 0 


5 1] 






ATOM 


201 


NZ 


LYS A 


58 


11.672 


ATOM 


202 


C 


LYS A 


58 


8.826 


ATOM 


203 


0 


LYS A 


58 


9.833 


ATOM 


204 


N 


LYS A 


59 


7. 592 


ATOM 


205 


CA 


LYS A 


59 


7.326 


ATOM 


206 


CB 


LYS A 


59 


5.827 



2.516 


19.428 


1.00 56.98 


C 


3.257 


18.913 


1.00 59.80 


N 


2. 693 


18.444 


1.00 61.91 


C 


1.373 


18.421 


1.00 62.67 


N 


3.449 


18.000 


1.00 62.84 


N 


3.019 


21.426 


1.00 48.38 


C 


3.256 


22. 634 


1.00 48.01 


0 


2.230 


20.854 


1.00 47.94 


N 


1.573 


21.652 


1.00 48.73 


C 


0.082 


21.306 


1.00 49.15 


c 


-0. 663 


21.500 


1.00 50.89 


c 


-2. 170 


21.373 


1.00 53.24 


c 


-2.632 


20. 363 


1.00 53.06 


0 


-2.893 


22. 285 


1.00 56.31 


0 


2.188 


21.514 


1.00 48.51 


c 


1.489 


21.668 


1.00 48.84 


0 


3.487 


21.234 


1.00 47.64 


N 


4. 177 


21.096 


1.00 46.97 


c 


3.882 


19. 729 


1. 00 48. 03 


C 


2.475 


19.597 


1.00 51.08 


C 


2.245 


18.239 


1.00 56.50 


C 


0.787 


18.060 


1.00 58.17 


C 


0. 506 


16. 677 


1.00 59.90 


N 


5.683 


21.277 


1. 00 45. 19 


C 


6.388 


21.334 


1.00 44.57 


0 


6. 169 


21.371 


1.00 43.70 


N 


7.596 


21.532 


1. 00 42. 75 


C 


7.826 


21.698 


1.00 43.46 


C 



mSE# 2004-3003867 



#H 2002-368112 



^-v I 33/ 



ATOM 


207 


ATOM 


208 


ATOM 


209 


ATOM 


210 


ATOM 


211 


ATOM 


212 


ATOM 


213 


ATOM 


214 


ATOM 


215 


ATOM 


216 


ATOM 


217 


ATOM 


218 


ATOM 


219 


ATOM 


220. 


ATOM 


221 


ATOM 


222 


ATOM 


223 


ATOM 


224 


ATOM 


225 


ATOM 


226 


ATOM 


227 


ATOM 


228 


ATOM 


229 


ATOM 


230 


ATOM 


231 


ATOM 


232 


ATOM 


233 


ATOM 


234 


ATOM 


235 



CG LYS A 59 

CD LYS A 59 

CE LYS A 59 

NZ LYS A 59 

C LYS A 59 

0 LYS A 59 

N ALA A 60 

CA ALA A 60 

CB ALA A 60 

C ALA A 60 

0 ALA A 60 

N VAL A 61 

CA VAL A 61 

CB VAL A 61 

CGI VAL A 61 

CG2 VAL A 61 

C VAL A 61 

0 VAL A 61 

N LEU A 62 

CA LEU A 62 

CB LEU A 62 

CG LEU A 62 

CD1 LEU A 62 

CD2 LEU A 62 

C LEU A 62 

0 LEU A 62 

N TYR A 63 

CA TYR A 63 

CB TYR A 63 



5. 236 7. 188 

3. 713 7. 187 

3. 153 8. 591 

3.580 9.517 

8. 069 8. 211 

8.541 9.345 

8.176 7.457 

8. 858 7. 936 

8. 704 6. 923 

10. 338 8. 235 

10. 897 9. 104 

10. 970 7. 525 

12. 395 7. 726 

13. 141 6. 380 

12. 952 5. 463 

12. 655 5. 721 

12. 698 8. 602 

13. 856 8. 716 

11.670 9.219 

11.873 10.074 

10. 621 10. 062 

10. 265 8. 671 

9.046 8.756 

11.457 8.086 

12.242 11.512 

11.663 12.113 

13. 226 12. 053 

13.658 13.425 

15.103 13.481 



22.944 1.00 

22.902 1.00 

22.714 1.00 

23.798 1.00 

22.714 1.00 

22.641 1.00 

23.802 1.00 

24.996 1.00 

26.124 1.00 

24.768 1.00 

25.436 1.00 

23.833 1.00 

23.560 1.00 

23.339 1.00 

24.537 1.00 

22.063 1.00 

22.351 1.00 

21.940 1.00 

21.778 1.00 

20.614 1.00 

19.734 1.00 

19.212 1.00 

18.313 1.00 

18.460 1.00 

20.970 1.00 

21.872 1.00 

20.261 1.00 

20.484 1.00 

21.003 1.00 



45.39 


C 


48.36 


C 


50.84 


C 


50.65 


N 


41.89 


C 


41.05 


0 


40. 68 


N 


39.93 


C 


39.51 


C 


39.23 


c 


39.44 


0 


37.14 


N 


35.90 


c 


36.11 


c 


34.24 


c 


35.38 


c 


35.45 


c 


35.12 


0 


33.84 


N 


32.75 


c 


33.05 


c 


35.96 


c 


34.96 


c 


39.51 


c 


30.66 


c 


30.48 


o 


29.47 


N 


27.67 


c 


29.10 


c 



ttSI£# 2004-3003867 



mm 2 



ATOM 


236 


CG 


TYR A 


63 


ATOM 


237 


CD1 TYR A 


63 


ATOM 


238 


CE1 TYR A 


63 


ATOM 


239 


CZ 


TYR A 


63 


ATOM 


240 


OH 


TYR A 


63 


ATOM 


241 


CE2 TYR A 


63 


ATOM 


242 


CD2 TYR A 


63 


ATOM 


243 


C 


TYR A 


63 


ATOM 


244 


0 


TYR A 


63 


ATOM 


245 


N 


MET A 


64 


ATOM 


246 


CA 


MET A 


64 


ATOM 


247 


CB 


MET A 


64 


ATOM 


248 


CG 


MET A 


64 


ATOM 


249 


SD 


MET A 


64 


ATOM 


250 


CE 


MET A 


64 


ATOM 


251 


C 


MET A 


64 


ATOM 


252 


0 


MET A 


64 


ATOM 


253 


N 


ALA A 


65 


ATOM 


254 


CA 


ALA A 


65 


ATOM 


255 


CB 


ALA A 


65 


ATOM 


256 


C 


ALA A 


65 


ATOM 


257 


0 


ALA A 


65 


ATOM 


258 


N 


LYS A 


66 


ATOM 


259 


CA 


LYS A 


66 


ATOM 


260 


CB 


LYS A 


66 


ATOM 


261 


CG 


LYS A 


66 


ATOM 


262 


CD 


LYS A 


66 


ATOM 


263 


CE 


LYS A 


66 


ATOM 


264 


NZ 


LYS A 


66 



002-368112 

15.316 12.881 22.378 

15.441 11.503 22.549 

15.642 10.948 . 23.810 

15.716 11.776 24.922 

15.905 11.223 26.175 

15.593 13.152 24.776 

15.394 13.694 23.508 

13.582 14.202 19.181 

13. 420 13. 628 18. 107 

13.705 15.517 19.289 

13. 685 16. 381 18. 127 

13.755 17.838 18.549 

14.062 18.792 17.408 

14.026 20.469 17.999 

12.269 20.682 18.254 

14.898 16.059 17.299 

15.984 15.876 17.840 

14.714 16.000 15.984 

15.801 15.702 15.071 

15.484 14.450 14.268 

16.048 16.866 14.130 

15.154 17.670 13.870 

17.274 16.959 13.633 

17.626 18.010 12.693 

19.024 18.564 12.967 

19.499 19.477 11.847 

21.009 19.641 11.800 

21.462 20.820 12.622 

22.848 21.237 12.231 



^-v I 34/ 



1.00 31.25 


C 


1.00 33.47 


C 


1.00 39.12 


C 


1.00 38.97 


C 


1.00 44.99 


0 


1.00 37.23 


C 


1.00 32.70 


c 


1.00 25.92 


c 


1.00 26.31 


0 


1.00 24.98 


N 


1.00 22.50 


c 


1.00 21.53 


c 


1.00 23.46 


c 


1.00 24.75 


S 


1.00 26.17 


c 


1.00 21.60 


c 


1.00 20.32 


0 


1.00 21.77 


N 


1.00 21.68 


c 


1.00 22.60 


c 


1.00 21.03 


c 


1. 00 20. 19 


0 


1.00 22.99 


N 


1.00 22.22 


c 


1.00 23.06 


c 


1 00 24 65 


c 


1.00 30.24 


c 


1.00 35.63 


c 


1.00 43.47 


N 



ffiSE# 2004-3003867 



#^ 2002-368112 



^-v: 35/ 



ATOM 


265 


C 


LYS A 


ATOM 


266 


0 


LYS A 


ATOM 


267 


N 


THR A 


ATOM 


268 


CA 


THR A 


ATOM 


269 


CB 


THR A 


ATOM 


270 


0G1 THR A 


ATOM 


271 


CG2 THR A 


ATOM 


272 


C 


THR A 


ATOM 


273 


0 


THR A 


ATOM 


274 


N 


VAL A 


ATOM 


275 


CA 


VAL A 


ATOM 


276 


CB 


VAL A 


ATOM 


277 


CGI VAL A 


ATOM 


278 


CG2 VAL A 


ATOM 


279 


C 


VAL A 


ATOM 


280 


0 


VAL A 


ATOM 


281 


N 


VAL A 


ATOM 


282 


CA 


VAL A 


ATOM 


283 


CB 


VAL A 


ATOM 


284 


CGI VAL A 


ATOM 


285 


CG2 VAL A 


ATOM 


286 


C 


VAL A 


ATOM 


287 


0 


VAL A 


ATOM 


288 


N 


ALA A 


ATOM 


289 


CA 


ALA A 


ATOM 


290 


CB 


ALA A 


ATOM 


291 


C 


ALA A 


ATOM 


292 


0 


ALA A 


ATOM 


293 


N 


PRO A 



66 17. 608 17. 356 

66 18. 312 16. 375 

67 16. 802 17. 898 
67 16.690 17.344 
67 15.235 16.874 
67 14.823 16.005 
67 15. 137 16. 133 
67 17.085 18.378 

67 16.536 19.483 

68 18. 047 18. 016 
68 18.494 18.900 
68 20. 042 18. 944 
68 20.480 19.900 
68 20.622 19.408 
68 17. 891 18. 378 

68 18. 012 17. 198 

69 17.235 19.271 
69 16. 565 • 18. 904 
69 15.113 19.412 
69 14.370 18.984 
69 14.417 18.867 
69 17.250 19.405 

69 17.645 20.560 

70 17.387 18.519 
70 18.015 18.856 
70 19.513 18.524 
70 17. 316 18. 054 

70 16.585 17.110 

71 17.535 18.411 



11.326 1.00 23.44 C 

11.091 1.00 24.56 0 

10.427 1.00 20.70 N 

9.085 1.00 20.77 C 

8.816 1.00 19.10 C 

9.868 1.00 22.20 0 

7.516 1.00 22.53 C 

8.030 1.00 19.13 C 

7.992 1.00 19.67 0 

7.189 1.00 17.58 N 

6.120 1.00 18.47 C 

6.026 1.00 16.97 C 

4.914 1.00 19.31 C 

7.349 1.00 17.36 C 

4.824 1.00 16.74 C 

4.496 1.00 17.78 0 

4.095 1.00 15.74 N 

2.860 1.00 14.97 C 

2.894 1.00 16.13 C 

1.643 1.00 18.02 C 

4.145 1.00 15.17 C 

1.595 1.00 14.61 C 

1.504 1.00 14.02 0 

0.616 1.00 15.92 N 

-0.661 1.00 16.00 C 

-0.618 1.00 17.37 C 

-1.749 1.00 15.57 C 

-1.452 1.00 17.54 0 

-3.023 1.00 15.95 N 



ffiaE#2 004-3003867 



#® 2 0 0 2 -3 6 8 1 1 2 ^- : 36/ 



ATOM 


294 


CA 


PRO A 


71 


16. 886 


17.686 


-4. 123 


1.00 16.43 


C 


ATOM 


295 


CB 


PRO A 


71 


17. 345 


18.453 


-5. 369 


1.00 16.22 


C 


ATOM 


296 


CG 


PRO A 


71 


17. 689 


19.839 


-4.838 


1.00 17.77 


C 


ATOM 


297 


CD 


PRO A 


71 


18. 362 


19. 521 


-3. 536 


1.00 15.68 


C 


ATOM 


298 


C 


PRO A 


71 


17. 257 


16. 216 


-4.204 


1.00 16.59 


C 


ATOM 


299 


0 


PRO A 


71 


18. 367 


15.841 


-3. 853 


1.00 16.86 


0 


ATOM 


300 


N 


SER A 


72 


16. 320 


15. 391 


-4.665 


1.00 18.06 


N 




[0 0 5 2] 














ATOM 


301 


CA 


SER A 


72 


16. 567 


13. 972 


-4.830 


1.00 18.01 


C 


ATOM 


302 


CB 


SER A 


72 


15. 367 


13. 145 


-4.367 


1.00 19.58 


C 


ATOM 


303 


OG 


SER A 


72 


14.336 


13. 166 


-5.335 


1.00 21.44 


0 


ATOM 


304 


C 


SER A 


72 


16. 805 


13.759 


-6.322 


1.00 18.75 


C 


ATOM 


305 


0 


SER A 


72 


16. 501 


14.637 


-7. 133 


1.00 16.43 


0 


ATOM 


306 


N 


THR A 


73 


17.347 


12.597 


-6.679 


1.00 18.47 


N 


ATOM 


307 


CA 


THR A 


73 


17. 654 


12.272 


-8.075 


1.00 20.83 


C 


ATOM 


308 


CB 


THR A 


73 


18. 125 


10.806 


-8.218 


1.00 20.62 


C 


ATOM 


309 


0G1 THR A 


73 


19. 179 


10. 534 


-7.285 


1.00 16.43 


0 


ATOM 


310 


CG2 THR A 


73 


18. 617 


10. 550 


-9. 632 


1.00 22.06 


C 


ATOM 


311 


C 


THR A 


73 


16.495 


12.451 


-9.053 


1.00 24.09 


C 


ATOM 


312 


0 


THR A 


73 


16. 659 


13.062 


-10. 117 


1.00 25.21 


0 


ATOM 


313 


N 


GLU A 


74 


15.334 


11.908 


-8.687 


1.00 25.04 


N 


ATOM 


314 


CA 


GLU A 


74 


14. 138 


11.929 


-9.533 


1.00 25.92 


C 


ATOM 


315 


CB 


GLU A 


74 


13.236 


10.750 


-9. 159 


1.00 26.06 


c 


ATOM 


316 


CG 


GLU A 


74 


12.406 


10. 178 


-10.286 


1.00 34.32 


c 


ATOM 


317 


CD 


GLU A 


74 


13.256 


9.541 


-11.370 


1.00 38.16 


c 


ATOM 


318 


0E1 GLU A 


74 


14. 199 


8.801 


-11.024 


1.00 41.27 


0 


ATOM 


319 


0E2 GLU A 


74 


12. 975 


9.771 


-12. 568 


1.00 40.53 


0 


ATOM 


320 


C 


GLU A 


74 


13.333 


13.217 


-9.440 


1.00 26.08. 


c 


ATOM 


321 


0 


GLU A 


74 


12.262 


13.321 


-10.025 


1.00 24.26 


0 



tiJiE# 2004-3003867 
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t-*J: 37/ 



ATOM 


322 


N 


GLY A 


75 


13.840 


ATOM 


323 


CA 


GLY A 


75 


13.117 


ATOM 


324 


C 


GLY A 


75 


12. 382 


ATOM 


325 


0 


GLY A 


75 


11.727 


ATOM 


326 


N 


GLY A 


76 


12.478 


ATOM 


327 


CA 


GLY A 


76 


11.831 


ATOM 


328 


C 


GLY A 


76 


12. 760 


ATOM 


329 


0 


GLY A 


76 


13. 564 


ATOM 


330 


N 


LEU A 


77 


12. 672 


ATOM 


331 


CA 


LEU A 


77 


13.518 


ATOM 


332 


CB 


LEU A 


77 


12. 663 


ATOM 


333 


CG 


LEU A 


77 


11.836 


ATOM 


334 


CD1 LEU A 


77 


10. 833 


ATOM 


335 


CD2 LEU A 


77 


12.741 


ATOM 


336 


C 


LEU A 


77 


14.354 


ATOM 


337 


0 


LEU A 


77 


13.886 


ATOM 


338 


N 


ASN A 


78 


15.603 


ATOM 


339 


CA 


ASN A 


78 


16.521 


ATOM 


340 


CB 


ASN A 


78 


17.966 


ATOM 


341 


CG 


ASN A 


78 


18.362 


ATOM 


342 


0D1 ASN A 


78 


17.533 


ATOM 


343 


ND2 ASN A 


78 


19. 653 


ATOM 


344 


C 


ASN A 


78 


16.401 


ATOM 


345 


0 


ASN A 


78 


16.472 


ATOM 


346 


N 


LEU A 


79 


16.202 


ATOM 


347 


CA 


LEU A 


79 


16. 096 


ATOM 


348 


CB 


LEU A 


79 


14. 717 


ATOM 


349 


CG 


LEU A 


79 


13.572 


ATOM 


350 


CD1 LEU A 


79 


13. 158 



14. 194 


-8. 701 


1.00 26.42 


N 


15.445 


-8. 570 


1.00 22.94 


C 


15. 554 


-7. 247 


1.00 23.36 


C 


16. 566 


-6. 979 


1.00 23.95 


0 


14. 509 


-6.427 


1.00 21.05 


N 


14.516 


-5. 123 


1.00 19.01 


C 


15. 147 


-4.095 


1.00 18.58 


C 


16. 004 


-4.450 


1.00 18.03 


0 


14. 723 


-2.834 


1.00 17.32 


N 


15. 288 


-1.789 


1.00 16.39 


C 


16. 094 


-0. 804 


1.00 17.26 


C 


17. 252 


-1.368 


1.00 18.75 


C 


17. 685 


-0. 329 


1.00 21.30 


C 


18.423 


-1.794 


1.00 17.34 


C 


14. 293 


-0.987 


1.00 17.25 


C 


13. 223 


-0. 602 


1.00 17.86 


0 


14. 676 


-0.741 


1.00 16.40 


N 


13.884 


0.062 


1.00 16.85 


C 


14. 049 


-0.421 


1.00 17.82 


c 


13.029 


-1.456 


1.00 16.18 


c 


12. 293 


-1.972 


1.00 14.36 


0 


12.982 


-1.767 


1.00 16.85 


N 


14. 508 


1.444 


1.00 18.05 


c 


15.730 


1.573 


1.00 17.02 


0 


13.682 


2.463 


1.00 17.20 


N 


14. 161 


3.829 


1.00 17.68 


c 


13. 826 


4.427 


1.00 19.58 


c 


14.852 


4.291 


1.00 19.99 


c 


15.002 


2.851 


1.00 17.35 


c 



aiaE# 2004-3003867 



2002-368112 



s<-i? : 38/ 



ATOM 


351 


CD2 LEU A 


79 


ATOM 


352 


C 


LEU A 


79 


ATOM 


353 


0 


LEU A 


79 


ATOM 


354 


N 


THR A 


80 


ATOM 


355 


CA 


THR A 


80 


ATOM 


356 


CB 


THR A 


80 


ATOM 


357 


0G1 THR A 


80 


ATOM 


358 


CG2 THR A 


80 


ATOM 


359 


C 


THR A 


80 


ATOM 


360 


0 


THR A 


80 


ATOM 


361 


N 


SER A 


81 


ATOM 


362 


CA 


SER A 


81 


ATOM 


363 


CB 


SER A 


81 


ATOM 


364 


OG 


SER A 


81 


ATOM 


365 


C 


SER A 


81 


ATOM 


366 


0 


SER A 


81 


ATOM 


367 


N 


THR A 


82 


ATOM 


368 


CA 


THR A 


82 


ATOM 


369 


CB 


THR A 


82 


ATOM 


370 


0G1 THR A 


82 


ATOM 


371 


CG2 THR A 


82 


ATOM 


372 


C 


THR A 


82 


ATOM 


373 


0 


THR A 


82 


ATOM 


374 


N 


PHE A 


83 


ATOM 


375 


CA 


PHE A 


83 


ATOM 


376 


CB 


PHE A 


83 


ATOM 


377 


CG 


PHE A 


83 


ATOM 


378 


CD1 PHE A 


83 


ATOM 


379 


CE1 PHE A 


83 



12.386 14.413 5.126 1.00 21.80 C 

17.196 13.480 4.642 1.00 18.93 C 

17.177 12.264 4.833 1.00 17.64 0 

18.167 14.271 5.096 1.00 18.20 N 

19.265 13.749 5.896 1.00 18.43 C 

20.616 14.317 5.406 1.00 17.16 C 

20.805 13.949 4.029 1.00 17.30 0 

21.772 13.765 6.241 1.00 17.81 C 

18.987 14.174 7.327 1.00 19.48 C 

19.005 15.360 7.649 1.00 19.03 0 

18.698 13.201 8.181 1.00 19.91 N 

18.383 13.489 9.569 1.00 22.53 C 

17.027 12.867 9.945 1.00 23.42 C 

15.958 13.406 9.166 1.00 25.72 0 

19.443 13.015 10.554 1.00 24.28 C 

20.011 11.920 10.425 1.00 25.45 0 

19.703 13.870 11.532 1.00 25.36 N 

20.655 13.602 12.596 1.00 27.24 C 

21.618 14.791 12.787 1.00 26.98 C 

22.329 15.034 11.566 1.00 30.38 0 

22.616 14.501 13.905 1.00 27.31 C 

19.779 13.460 13.840 1.00 28.34 C 

19.031 14.381 14.176 1.00 28.53 0 

19.866 12.317 14.519 1.00 29.40 N 

19.043 12.076 15.700 1.00 31.45 C 

17.748 11.382 15.279 1.00 32.44 C 

17.968 10.118 14.493 1.00 33.67 C 

18.310 10.171 13.146 1.00 32.21 C 

18.532 9.005 12.418 1.00 35.94 C 
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1.00 37.42 
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19.424 


11.413 
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1.00 37.09 
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CG 
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84 


19.882 
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C 
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84 
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10.658 


21.774 


1.00 37.77 


C 
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1.00 39.73 


C 
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C 
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84 
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c 


ATOM 


400 
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15.812 


2.596 


16.410 
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N 
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1.00 59.48 
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18.894 


6.224 
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1.00 48.27 
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1.00 49.91 
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21.587 


1.00 52.36 
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ATOM 


408 


ATOM 


409 


ATOM 


410 


ATOM 


411 


ATOM 


412 


ATOM 


413 


ATOM 


414 


ATOM 


415 


ATOM 


416 
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419 


ATOM 
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ATOM 
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ATOM 
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ATOM 
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ATOM 
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ATOM 
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ATOM 
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ATOM 
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ATOM 


428 


ATOM 


429 


ATOM 


430 


ATOM 


431 


ATOM 


432 


ATOM 


433 


ATOM 


434 


ATOM 


435 


ATOM 


436 



CD LYS A 86 

CE LYS A 86 

NZ LYS A 86 

C LYS A 86 

0 LYS A 86 

N ASN A 87 

CA ASN A 87 

CB ASN A 87 

CG ASN A 87 

0D1 ASN A 87 

ND2 ASN A 87 

C ASN A 87 

0 ASN A 87 

N GLN A 88 

CA GLN A 88 

CB GLN A 88 

CG GLN A 88 

CD GLN A 88 

0E1 GLN A 88 

NE2 GLN A 88 

C GLN A 88 

0 GLN A 88 

N CYS A 89 

CA CYS A 89 

CB CYS A 89 

SG CYS A 89 

C CYS A 89 

0 CYS A 89 

N GLU A 90 



19.420 1.702 

18.224 1.049 

18.420 -0.410 

21.550 5.991 

22.583 5.323 

21.478 7.260 

22. 632 7. 974 

23. 159 7. 284 

22. 168 7. 337 

21. 041 6. 841 

22. 586 7. 940 

23. 722 8. 028 

24. 910 8. 064 

23.303 8.032 

24.235 8.088 

24. 552 6. 676 

25. 641 6. 620 

25. 868 5. 217 

25. 080 4. 704 

26. 943 4. 582 

23. 640 8. 901 

22. 445 8. 819 

24.482 9.690 

24.038 10.504 

24.929 11.736 

24.884 12.871 

24. 084 9. 684 

25. 144 9. 207 

22. 928 9. 515 



21.391 1.00 

20.709 1.00 

20.487 1.00 

22.882 1.00 

22.939 1.00 

23.273 1.00 

23.800 1.00 

25.063 1.00 

26.219 1.00 

26.118 1.00 

27.325 1.00 

22.735 1.00 

23.047 1.00 

21.474 1.00 

20.355 1.00 

19.859 1.00 

18.804 1.00 

18.273 1.00 

17.470 1.00 

18.729 1.00 

19.212 1.00 

18.935 1.00 

18.554 1.00 

17.435 1.00 

17.271 1.00 

18.685 1.00 

16.158 1.00 

15.750 1.00 

15.531 1.00 
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N 
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C 
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C 


48 12 
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42.55 


0 
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N 
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8.763 
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1.00 38.16 
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1.00 38.06 
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1.00 42.17 
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1.00 46.43 
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0 
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0 
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1.00 38.78 
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6.537 
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1.00 46.23 
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5.552 
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1.00 48.21 
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1.00 51.87 
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9.419 


7.094 


1.00 31.39 
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10.619 


7.224 


1.00 30.85 
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5.930 


1.00 29.87 
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9.466 


4.714 


1.00 30.20 
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9.352 


3.620 


1.00 29.62 
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10. 100 


4.057 


1.00 29.97 
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1.00 34.73 


c 
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ATOM 


466 


ATOM 


467 


ATOM 


468 


ATOM 


469 


ATOM 
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ATOM 


471 


ATOM 


472 
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473 
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475 


ATOM 
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ATOM 
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ATOM 


478 


ATOM 


479 


ATOM 
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ATOM 


481 


ATOM 


482 


ATOM 


483 


ATOM 
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ATOM 
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ATOM 


486 


ATOM 
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ATOM 


488 


ATOM 


489 


ATOM 


490 


ATOM 


491 


ATOM 


492 


ATOM 


493 


ATOM 


494 



CG2 HE A 93 

C ILE A 93 

0 ILE A 93 

N MET A 94 

CA MET A 94 

CB MET A 94 

CG MET A 94 

SD MET A 94 

CE MET A 94 

C MET A 94 

0 MET A 94 

N VAL A 95 

CA VAL A 95 

CB VAL A 95 

CGI VAL A 95 

CG2 VAL A 95 

C VAL A 95 

0 VAL A 95 

N LEU A 96 

CA LEU A 96 

CB LEU A 96 

CG LEU A 96 

CD1 LEU A 96 

CD2 LEU A 96 

C LEU A 96 

0 LEU A 96 

N GLN A 97 

CA GLN A 97 

CB GLN A 97 



19. 470 9. 910 

17. 635 8. 853 

17. 567 7. 647 

16. 609 9. 686 

15.320 9.242 

14. 180 9. 605 

14. 264 8. 983 

12. 774 9. 336 

13.206 10.852 

15. 077 9. 934 

15.382 11.111 

14. 523 9. 192 

14.234 9.727 

14. 830 8. 842 

14. 286 9. 285 

16. 355 8. 923 

12. 737 9. 812 

12. 052 8. 791 

12.232 11.033 

10.825 11.245 

10.307 12.537 

10. 224 12. 600 

9. 644 13. 948 

9.366 11.463 

10.728 11.344 

11.129 12.355 

10. 214 10. 282 

10. 063 10. 223 

9. 916 8. 771 



2.304 1.00 

4.190 1.00 

3.943 1.00 

4.049 1.00 

3.531 1.00 

4.482 1.00 

5.854 1.00 

6.815 1.00 

7.645 1.00 

2.198 1.00 

2.028 1.00 

1.254 1.00 

-0.067 1.00 

-1.183 1.00 

-2.523 1.00 

-1.171 1.00 

-0.301 1.00 

-0.331 1.00 

-0.436 1.00 

-0.729 1.00 

-0.088 1.00 

1.444 1.00 

1.877 1.00 

1.966 1.00 

-2.252 1.00 

-2.849 1.00 

-2.873 1.00 

-4.321 1.00 

-4.790 1.00 
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31.07 


0 


28.71 
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C 


34.64 
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ATOM 


558 


ATOM 


559 


ATOM 


560 


ATOM 


561 


ATOM 


562 


ATOM 


563 


ATOM 


564 


ATOM 


565 


ATOM 


566 


ATOM 


567 


ATOM 


568 


ATOM 


569 


ATOM 


570 


ATOM 


571 


ATOM 


572 


ATOM 


573 


ATOM 


574 


ATOM 


575 


ATOM 


576 


ATOM 


577 


ATOM 


578 


ATOM 


579 


ATOM 


580 



CD2 TYR A 105 
C TYR A 105 
0 TYR A 105 
N THR A 106 
CA THR A 106 
CB THR A 106 
0G1 THR A 106 
CG2 THR A 106 
C THR A 106 
0 THR A 106 
N TYR A 107 
CA TYR A 107 
CB TYR A 107 
CG TYR A 107 
CD1 TYR A 107 
CE1 TYR A 107 
CZ TYR A 107 
OH TYR A 107 
CE2 TYR A 107 
CD2 TYR A 107 
C TYR A 107 
0 TYR A 107 
N SER A 108 
CA SER A 108 
CB SER A 108 
OG SER A 108 
C SER A 108 
0 SER A 108 
N SER A 109 



6.521 14.941 

5.349 10.579 

4.355 10.350 

6.220 9.643 

6.110 8.274 

5.940 7.271 

7.009 7.427 

4. 603 7. 503 

7.425 8.017 

8.470 8.556 

7.375 7.209 

8. 570 6. 916 

8.648 7.896 

8.918 7.296 

10. 146 6. 707 

10.401 6.182 

9.415 6.243 

9.645 5.718 

8.190 6.823 

7.949 7.342 

8.642 5.478 

7.682 4.943 

9.800 4.864 

10.041 3.490 

11.115 2.855 

11.572 1.645 

10.500 3.455 

11.583 3.940 

9.684 2.868 



-0.784 1.00 

-1.785 1.00 

-1.101 1.00 

-2.136 1.00 

-1.666 1.00 

-2.825 1.00 

-3.768 1.00 

-3.531 1.00 

-0.932 1.00 

-1.304 1.00 

0.118 1.00 

0.896 1.00 

2.077 1.00 

3.437 1.00 

3.736 1.00 

4.999 1.00 

5.974 1.00 

7.230 1.00 

5.693 1.00 

4.434 1.00 

1.379 1.00 

1.924 1.00 

1.172 1.00 

1.592 1.00 

0.711 1.00 

1.282 1.00 

3.047 1.00 

3.372 1.00 

3.918 1.00 



19.32 


C 


20.66 


C 


21.05 


0 


21.73 


N 


25.27 


C 


24.65 


C 


27.25 


0 


26.01 


C 


26.95 


C 


25.88 


0 


30.17 


N 


33.45 


C 


35.24 


C 


39.36 


C 


43.99 


C 


47.50 


c 


47.29 


c 


48.91 


0 


44.53 


c 


43. 15 


c 


35.14 


c 


35.69 


0 


37.81 


N 


41.97 


c 


41.43 


c 




n 

V 


43.76 


C 


45.52 


0 


46.53 


N 
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^-v: 46/ 



ATOM 


581 


CA 


SER 


A 


109 


10.017 


2.794 


5.337 


1.00 47.99 


C 


ATOM 


582 


CB 


SER 


A 


109 


8.740 


2.876 


6.173 


1.00 48. 18 


C 


ATOM 


583 


OG 


SER 


A 


109 


9.052 


2.943 


7.552 


1.00 48.31 


0 


ATOM 


584 


C 


SER 


A 


109 


10.799 


1.536 


5.720 


1.00 49.24 


C 


ATOM 


585 


0 


SER 


A 


109 


10. 870 


0.568 


4.957 


1.00 51.51 


0 


ATOM 


586 


N 


SER 


A 


112 


9.886 


-0.863 


8.643 


1.00 59.10 


N 


ATOM 


587 


CA 


SER 


A 


112 


8.546 


-1.374 


8.383 


1.00 58.71 


C 


ATOM 


588 


CB 


SER 


A 


112 


7.531 


-0.229 


8.378 


1.00 59.10 


C 


ATOM 


589 


OG 


SER 


A 


112 


6.241 


-0. 693 


8.014 


1.00 60.32 


0 


ATOM 


590 


C 


SER 


A 


112 


8.486 


-2. 096 


7.046 


1.00 57.85 


C 


ATOM 


591 


0 


SER 


A 


112 


7.722 


-3. 046 


6.879 


1.00 58.40 


0 


ATOM 


592 


N 


GLY 


A 


113 


9.295 


-1.639 


6.096 


1.00 56.85 


N 


ATOM 


593 


CA 


GLY 


A 


113 


9.301 


-2. 245 


4.777 


1.00 55.00 


C 


ATOM 


594 


C 


GLY 


A 


113 


8. 170 


-1.691 


3.930 


1.00 52.98 


c 


ATOM 


595 


0 


GLY 


A 


113 


8.254 


-1. 656 


2.703 


1.00 53.44 


0 


ATOM 


596 


N 


SER 


A 


114 


7. 106 


-1.257 


4.595 


1.00 50.93 


N 


ATOM 


597 


CA 


SER 


A 


114 


5.940 


-0. 691 


3.929 


1.00 49.06 


c 


ATOM 


598 


CB 


SER 


A 


114 


4.834 


-0.441 


4.955 


1.00 49.17 


c 


ATOM 


599 


OG 


SER 


A 


114 


5.283 


0.435 


5.980 


1.00 50.92 


0 


ATOM 


600 


C 


SER 


A 


114 


6.268 


0.620 


3.222 


1.00 46.96 


c 
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ATOM 


601 


0 


SER 


A 


114 


7. 323 


1.211 


3.443 


1.00 47.26 


0 


ATOM 


602 


N 


ILE 


A 


115 


5.355 


1.062 


2.364 


1.00 44.72 


N 


ATOM 


603 


CA 


ILE 


A 


115 


5.508 


2.315 


1. 636 


1.00 42.22 


c 


ATOM 


604 


CB 


ILE 


A 


115 


5. 204 


2. 141 


0. 129 


1.00 43.03 


c 


ATOM 


605 


CGI 


ILE 


A 


115 


6.307 


1.316 


-0. 535 


1.00 44.28 


c 


ATOM 


606 


CD1 


ILE 


A 


115 


7.674 


1.972 


-0.491 


1.00 47.16 


c 


ATOM 


607 


CG2 ILE 


A 


115 


5. 102 


3.502 


-0.552 


1.00 43.16 


c 


ATOM 


608 


C 


ILE 


A 


115 


4.518 


3.314 


2.223 


1.00 40.03 


c 
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ATOM 


609 


0 


ILE A 


115 


3.449 


2.932 


2.705 


1.00 39.69 


0 


ATOM 


610 


N 


HIS A 


116 


4.877 


4.591 


2.187 


1.00 36.34 


N 


ATOM 


611 


CA 


HIS A 


116 


4.011 


5.630 


2.718 


1.00 34.27 


C 


ATOM 


612 


CB 


HIS A 


116 


4.662 


6.284 


3.937 


1.00 35.45 


C 


ATOM 


. 613 


CG 


HIS A 


116 


4.902 


5.340 


5.072 


1.00 38.20 


c 


ATOM 


614 


ND1 


HIS A 


116 


5.654 


5.683 


6.176 


1.00 41.13 


N 


ATOM 


615 


CE1 


HIS A 


116 


5.698 


4.657 


7.008 


1.00 45.36 


c 


ATOM 


616 


NE2 


HIS A 


116 


5.001 


3.664 


6.485 


1.00 40.45 


N 


ATOM 


617 


CD2 


HIS A 


116 


4.492 


4.066 


5.273 


1.00 40.93 


C 


ATOM 


618 


C 


HIS A 


116 


3.732 


6:690 


1.666 


1.00 31.61 


c 


ATOM 


619 


0 


HIS A 


116 


4.542 


6.914 


0.768 


1.00 30.20 


0 


ATOM 


620 


N 


SER A 


117 


2.572 


7.325 


1.781 


1.00 28.75 


N 


ATOM 


621 


CA 


SER A 


117 


2.176 


8.387 


0.872 


1.00 28.44 


c 


ATOM 


622 


CB 


SER A 


117 


0.785 


8.119 


0.302 


1.00 26.28 


c 


ATOM 


623 


OG 


SER A 


117 


0.829 


7.005 


-0. 566 


1.00 32.61 


0 


ATOM 


624 


C 


SER A 


117 


2.179 


9.667 


1.692 


1.00 26.02 


c 


ATOM 


625 


0 


SER A 


117 


1.323 


9.860 


2.556 


1.00 26.95 


0 


ATOM 


626 


N 


VAL A 


118 


3.148 


10. 534 


1.419 


1.00 24.58 


N 


ATOM 


627 


CA 


VAL A 


118 


3.299 


11.785 


2.161 


1.00 22.06 


c 


ATOM 


628 


CB 


VAL A 


118 


4.796 


12.044 


2.497 


1.00 23.75 


c 


ATOM 


629 


CGI 


VAL A 


118 


4.960 


13.338 


3.304 


1.00 23.80 


c 


ATOM 


630 


CG2 


VAL A 


118 


5.349 


10. 867 


3.279 


1.00 25.01 


c 


ATOM 


631 


C 


VAL A 


118 


2.760 


12.991 


1.413 


1.00 21.13 


c 


ATOM 


632 


0 


VAL A 


118 


3.000 


13. 152 


0.224 


1.00 21.25 


0 


ATOM 


633 


N 


SER A 


119 


2.033 


13.840 


2.124 


1.00 19.39 


N 


ATOM 


634 


CA 


SER A 


119 


1.495 


15. 046 


1.522 


1.00 19.65 


c 


ATOM 


635 


CB 


SER A 


119 


-0.001 


14. 893 


1.247 


1.00 18.42 


c 


ATOM 


636 


OG 


SER A 


119 


-0.709 


14. 799 


2.467 


1.00 16.99 


0 


ATOM 


637 


C 


SER A 


119 


1.720 


16.222 


2.471 


1.00 20.44 


c 
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ATOM 


638 


0 


SER 


A 


119 


1.734 


16. 060 


3.694 


1.00 


20.31 


0 


ATOM 


639 


N 


VAL 


A 


120 


1.927 


17. 398 


1.894 


1.00 


20.60 


N 


ATOM 


640 


CA 


VAL 


A 


120 


2.111 


18. 605 


2.680 


1.00 


20.92 


C 


ATOM 


641 


CB 


VAL 


A 


120 


2.911 


19.665 


1.909 


1.00 


21.47. 


C 


ATOM 


642 


CGI 


VAL 


A 


120 


3.008 


20.934 


2.747 


1.00 


21.53 


C 


ATOM 


643 


CG2 


VAL 


A 


120 


4.304 


19. 123 


1.559 


1.00 


21.20 


C 


ATOM 


644 


C 


VAL 


A 


120 


0.713 


19. 159 


2.942 


1.00 


19.42 


C 


ATOM 


645 


0 


VAL 


A 


120 


0.072 


19. 668 


2.036 


1.00 


17.04 


0 


ATOM 


646 


N 


VAL 


A 


121 


0.238 


19. 040 


4.174 


1.00 


18.30 


N 


ATOM 


647 


CA 


VAL 


A 


121 


-1.090 


19.542 


4.519 


1.00 


17.84 


C 


ATOM 


648 


CB 


VAL 


A 


121 


-1.487 


19. 110 


5.942 


1.00 


17.08 


C 


ATOM 


649 


CGI 


VAL 


A 


121 


-2.886 


19. 650 


6.297 


1.00 


15.35 


C 


ATOM 


650 


CG2 


VAL 


A 


121 


-1.429 


17.607 


6.050 


1.00 


18.80 


C 


ATOM 


651 


C 


VAL 


A 


121 


-1.105 


21.069 


4.444 


1.00 


17.06 


C 


ATOM 


652 


0 


VAL 


A 


121 


-1.947 


21.667 


3.783 


1.00 


16.89 


0 


ATOM 


653 


N 


GLU 


A 


122 


-0. 157 


21.687 


5.129 


1.00 


17.44 


N 


ATOM 


"654 


CA 


GLU 


A 


122 


-0.048 


23. 139 


5.152 


1.00 


19.43 


C 


ATOM 


655 


CB 


GLU 


A 


122 


-0. 945 


23. 704 


6.254 


1.00 


17.85 


C 


ATOM 


656 


CG 


GLU 


A 


122 


-0. 988 


25.207 


6.322 


1.00 


21.33 


C 


ATOM 


657 


CD 


GLU 


A 


122 


-1.991 


25. 698 


7.356 


1.00 


24.57 


C 


ATOM 


658 


0E1 


GLU 


A 


122 


-1.598 


26.454 


8.275 


1.00 


28.32 


0 


ATOM 


659 


0E2 


GLU 


A 


122 


-3. 172 


25.317 


7. 254 


1.00 


20.65 


0 


ATOM 


660 


C 


GLU 


A 


122 


1.405 


23. 465 


5.460 


1.00 


18.95 


C 


ATOM 


661 


0 


GLU 


A 


122 


2.083 


22. 676 


6.114 


1.00 


16.79 


0 


ATOM 


662 


N 


ALA 


A 


123 


1.879 


24.624 


5.008 


1.00 


21.01 


N 


ATOM 


663 


CA 


ALA 


A 


123 


3.257 


25. 003 


5.280 


1.00 


20.93 


C 


ATOM 


664 


CB 


ALA 


A 


123 


4.202 


24.042 


4.559 


1.00 


20.51 


C 


ATOM 


665 


C 


ALA 


A 


123 


3.608 


26.444 


4.913 


1.00 


21.90 


C 


ATOM 


666 


0 


ALA 


A 


123 


3.009 


27. 036 


4.021 


1.00 


23.30 


0 
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mm 2 



ATOM 


667 


N 


ASN A 


124 


ATOM 


668 


CA 


ASN A 


124 


ATOM 


669 


CB 


ASN A 


124 


ATOM 


670 


CG 


ASN A 


124 


ATOM 


671 


0D1 


ASN A 


124 


ATOM 


672 


ND2 


ASN A 


124 


ATOM 


673 


C 


ASN A 


124 


ATOM 


674 


0 


ASN A 


124 


ATOM 


675 


N 


TYR A 


125 


ATOM 


676 


CA 


TYR A 


125 


ATOM 


677 


CB 


TYR A 


125 


ATOM 


678 


CG 


TYR A 


125 


ATOM 


679 


CD1 


TYR A 


125 


ATOM 


680 


CE1 


TYR A 


125 


ATOM 


681 


CZ 


TYR A 


125 


ATOM 


682 


OH 


TYR A 


125 


ATOM 


683 


CE2 


TYR A 


125 


ATOM 


684 


CD2 


TYR A 


125 


ATOM 


685 


C 


TYR A 


125 


ATOM 


686 


0 


TYR A 


125 


ATOM 


687 


N 


ASP A 


126 


ATOM 


688 


CA 


ASP A 


126 


ATOM 


689 


CB 


ASP A 


126 


ATOM 


690 


CG 


ASP A 


126 


ATOM 


691 


0D1 


ASP A 


126 


ATOM 


692 


0D2 


ASP A 


126 


ATOM 


693 


C 


ASP A 


126 


ATOM 


694 


0 


ASP A 


126 


ATOM 


695 


N 


GLU A 


127 



002-368112 

4.584 26.989 5.638 

5.126 28.333 5.433 

4.780 29.253 6.614 

5.392 30.644 6.477 

6.495 30.809 5.951 

4.683 31.650 6.971 

6.621 28.048 5.422 
7.211 27.813 6.466 
7.230 28.070 4.244 
8.641 27.753 4.109 
9.067 27.919 2.648 
9.073 29.334 2.135 

10.112 30.200 2.459 

10.161 31.485 1.956 

9.160 31.924 1.115 

9.251 33.193 0.597 

8.104 31.089 0.777 

8.067 29.798 1.290 

9.622 28.453 5.042 
10.748 27.986 5.203 

9.211 29.549 5.673 

10.098 30.251 6.603 

9.947 31.767 6.497 

10.622 32.320 5.297 

11.604 31.692 4.863 

10.179 33.376 4.803 

9.802 29.884 8.025 

10.487 30.334 8.946 

8.767 29.081 8.217 



^-v : 49/ 



1.00 21.77 


N 


1.00 20.98 


C 


1.00 20.38 


C 


1.00 22.16 


C 


1.00 22.44 


0 


1.00 26.85 


N 


1.00 20.13 


C 


1.00 19.09 


0 


1.00 20.81 


N 


1.00 22.71 


C 


1.00 21.66 


C 


1. 00 29. 19 


C 


1.00 31.37 


c 


1.00 36.25 


c 


1.00 36.44 


c 


1.00 39.33 


0 


1.00 34.28 


c 


1.00 30.61 


c 


1.00 21.07 


c 


1.00 22.41 


0 


1.00 21.85 


N 


1.00 22.62 


C 


1.00 23.92 


c 


1.00 24.44 


c 


1.00 29.05 


0 


1.00 24 13 


o 


1.00 22.45 


c 


1.00 22.45 


0 


1.00 22.34 


N 
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ATOM 


696 


CA 


GLU 


A 


127 


8.389 


28.714 


9.565 


1.00 


23.65 


C 


ATOM 


697 


CB 


GLU 


A 


127 


7. 182 


29. 547 


10.007 


1.00 


23.39 


C 


ATOM 


698 


CG 


GLU 


A 


127 


7.483 


30.999 


10.315 


1.00 


31.89 


C 


ATOM 


699 


CD 


GLU 


A 


127 


6.262 


31. 728 


10.861 


1. 00 


39.28 


C 


ATOM 


700 


0E1 GLU 


A 


127 


5.611 


31. 186 


11.783 


1.00 


42.40 


0 
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ATOM 


701 


0E2 


GLU 


A 


127 


5.951 


32.840 


10. 378 


1.00 


43.22 


0 


ATOM 


702 


C 


GLU 


A 


127 


8.087 


27.257 


9.836 


1.00 


21.93 


C 


ATOM 


703 


0 


GLU 


A 


127 


8. 627 


26.694 


10.778 


1.00 


22.92 


0 


ATOM 


704 


N 


TYR 


A 


128 


7.240 


26.637 


9.019 


1.00 


20.93 


N 


ATOM 


705 


CA 


TYR 


A 


128 


6.854 


25.263 


9.306 


1.00 


19.08 


C 


ATOM 


706 


CB 


TYR 


A 


128 


5.827 


25.276 


10.441 


1.00 


19.89 


C 


ATOM 


707 


CG 


TYR 


A 


128 


4.472 


25.797 


9.992 


1.00 


20.24 


c 


ATOM 


708 


CD1 


TYR 


A 


128 


3.520 


24.934 


9.447 


1.00 


20.50 


c 


ATOM 


709 


CE1 


TYR 


A 


128 


2.296 


25.402 


8.981 


1.00 


21.38 


c 


ATOM 


710 


CZ 


TYR 


A 


128 


2.008 


26.754 


9.056 


1.00 


26.85 


c 


ATOM 


711 


OH 


TYR 


A 


128 


0.792 


27. 207 


8.594 


1.00 


28. 12 


0 


ATOM 


712 


CE2 


TYR 


A 


128 


2.934 


27. 644 


9.593 


1.00 


26.44 


c 


ATOM 


713 


CD2 


TYR 


A 


128 


4.163 


27. 157 


10.062 


1.00 


22.61 


c 


ATOM 


714 


C 


TYR 


A 


128 


6.267 


24.492 


8. 140 


1.00 


19.35 


c 


ATOM 


715 


0 


TYR 


A 


128 


5.911 


25.054 


7.110 


1.00 


19.41 


0 


ATOM 


716 


N 


ALA 


A 


129 


6.153 


23. 183 


8.335 


1.00 


19.30 


N 


ATOM 


717 


CA 


ALA 


A 


129 


5.600 


22.290 


7.337 


1.00 


18.44 


c 


ATOM 


718 


CB 


ALA 


A 


129 


6.715 


21.673 


6.493 


1.00 


19.76 


c 


ATOM 


719 


C 


ALA 


A 


129 


4.858 


21.203 


8.079 


1.00 


19.35 


c 


ATOM 


720 


0 


ALA 


A 


129 


5.440 


20 519 


8.923 


1 00 


19 02 


o 


ATOM 


721 


N 


LEU 


A 


130 


3.576 


21. 052 


7.760 


1.00 


17.69 


N 


ATOM 


722 


CA 


LEU 


A 


130 


2.720 


20.050 


8.384 


1.00 


17.03 


c 


ATOM 


723 


CB 


LEU 


A 


130 


1.342 


20. 655 


8.678 


1.00 


16.93 


c 
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ATOM 


724 


ATOM 


725 


ATOM 


726 


ATOM 


727 


ATOM 


728 


ATOM 


729 


ATOM 


730 


ATOM 


731 


ATOM 


732 


ATOM 


733 


ATOM 


734 


ATOM 


735 


ATOM 


736 


ATOM 
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ATOM 


738 


ATOM 


739 


ATOM 
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ATOM 


741 


ATOM 


742 


ATOM 


743 


ATOM 
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ATOM 


745 


ATOM 


746 


ATOM 


747 


ATOM 


748 


ATOM 


/4y 


ATOM 


750 


ATOM 


751 


ATOM 


752 



CG LEU A 130 
CD1 LEU A 130 
CD2 LEU A 130 
C LEU A 130 
0 LEU A 130 
N LEU A 131 
CA LEU A 131 
CB LEU A 131 
CG LEU A 131 
CD1- LEU A 131 
CD2 LEU A 131 
C LEU A 131 
0 LEU A 131 
N PHE A 132 
CA PHE A 132 
CB PHE A 132 
CG PHE A 132 
CD1 PHE A 132 
CE1 PHE A 132 
CZ PHE A 132 
CE2 PHE A 132 
CD2 PHE A 132 
C PHE A 132 
0 PHE A 132 
N SER A 133 
CA SER A 133 
CB SER A 133 
OG SER A 133 
C SER A 133 



0.480 20.216 

-0.956 20.686 

0. 516 18. 687 

2. 582 18. 932 

2. 005 19. 140 

3.128 17.754 

3.040 16.640 

4.413 16.030 

5.595 16.886 

6.622 15.972 

5.153 17.941 

2. 122 15. 535 

2. 019 15. 274 

1.444 14.892 

0.569 13.784 

-0.876 14.046 

-1.786 12.870 

-2.106 12.480 

-2.904 11.359 

-3.391 10.616 

-3.083 10.993 

-2.282 12.119 

1.086 12.574 

1.369 12.650 

1.213 11.460 

1.698 10.238 

3.077 9.916 

3.655 8.799 

0.724 9.092 



9.874 1.00 

9.609 1.00 

10.081 1.00 

7.354 1.00 

6.284 1.00 

7.657 1.00 

6.727 1.00 

6.464 1.00 

5.995 1.00 

5.343 1.00 

5.021 1.00 

7.224 1.00 

8.429 1.00 

6.286 1.00 

6.628 1.00 
6.214 1.00 
6.461 1.00 
7.763 1.00 
8.003 1.00 
6.933 1.00 

5.629 1.00 
5.397 1.00 
5.880 1.00 
4.694 1.00 
6.582 1.00 
5.973 1.00 
6.536 1.00 
5.894 1.00 
6.247 1.00 



25.96 


C 


21.15 


C 


26.45 


C 


17.75 


C 


16.09 


0 


17.47 


N 


16.94 


C 


18.54 


C 


21.25 


c 


19.28 


c 


20.56 


c 


18.91 


c 


18.27 


0 


18.52 


N 


20.01 


C 


20.97 


C 


25.43 


C 


29.99 


C 


30.06 


c 


29.29 


c 


30.24 


c 


27.73 


c 


20.33 


c 


19.14 


0 


21.25 


N 


OA A A 


r 


22.99 


c 


35.35 


0 


25.26 


c 
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ATOM . 


753 


0 


SER A 


133 


0.270 


8.895 


7.375 


1.00 


24.85 


0 


ATOM 


754 


N 


ARG A 


134 


0.381 


8.354 


5.204 


1.00 


28.87 


N 


ATOM 


755 


CA 


ARG A 


134 


-0. 525 


7.231 


5.352 


1.00 


32.47 


C 


ATOM 


756 


CB 


ARG A 


134 


-1.888 


7.530 


4.701 


1.00 


32.31 


C 


ATOM 


757 


CG 


ARG A 


134 


-1.834 


8.152 


3.316 


1.00 


37.53 


C 


ATOM 


758 


CD 


ARG A 


134 


-3. 169 


8.816 


2.978 


1.00 


43.53 


C 


ATOM 


759 


NE 


ARG A 


134 


-3. 169 


9.553 


1.712 


1.00 


44.76 


N 


ATOM 


760 


CZ 


ARG A 


134 


-3. 163 


8.983 


0.511 


1.00 


44.99 


c 


ATOM 


761 


NH1 


ARG A 


134 


-3. 147 


7.661 


0.405 


1.00 


46.67 


N 


ATOM 


762 


NH2 


ARG A 


134 


-3.215 


9.732 


-0. 587 


1.00 


42.69 


N 


ATOM 


763 


C 


ARG A 


134 


0.105 


5.994 


4.746 


1.00 


35.05 


c 


ATOM 


764 


0 


ARG A 


134 


0.695 


6.038 


3.661 


1.00 


32.09 


0 


ATOM 


765 


N 


GLY A 


135 


0.003 


4.897 


5.484 


1.00 


38.13 


N 


ATOM 


766 


CA 


GLY A 


135 


0.556 


3.640 


5.033 


1.00 


43.65 


C 


ATOM 


767 


C 


GLY A 


135 


-0.446 


2.537 


5.290 


1.00 


48.01 


c 


ATOM 


768 


0 


GLY A 


135 


-1.472 


2.760 


5.937 


1.00 


47.49 


0 


ATOM 


769 


N 


THR A 


136 


-0. 162 


1.344 


4.783 


1.00 


51.73 


N 


ATOM 


770 


CA 


THR A 


136 


-1.070 


0.219 


4.969 


1.00 


55.59 


C 


ATOM 


771 


CB 


THR A 


136 


-2. 315 


0.358 


4.067 


1.00 


55.84 


C 


ATOM 


772 


0G1 


THR A 


136 


-2.924 


1.634 


4.284 


1.00 


58.78 


0 


ATOM 


773 


CG2 


THR A 


136 


-3. 331 


-0.725 


4.386 


1.00 


56.76 


C 


ATOM 


774 


C 


THR A 


136 


-0. 382 


-1.094 


4.636 


1.00 


56.89 


C 


ATOM 


775 


0 


THR A 


136 


-0. 138 


-1.392 


3.470 


1.00 


57.01 


0 


ATOM 


776 


N 


LYS A 


137 


-0.075 


-1.875 


5.667 


1.00 


59.28 


N 


ATOM 


777 


CA 


LYS A 


137 


0.580 


-3. 162 


5.483 


1.00 


61.56 


C 


ATOM 


778 


CB 


LYS A 


137 


0.971 


-3.763 


6.834 


1.00 


61.96 


c 


ATOM 


779 


CG 


LYS A 


137 


1.531 


-2. 777 


7.849 


1.00 


63.75 


c 


ATOM 


780 


CD 


LYS A 


137 


1.803 


-3.478 


9.176 


1.00 


66.26 


c 


ATOM 


781 


CE 


LYS A 


137 


2.248 


-2.499 


10.252 


1.00 


66.38 


c 
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ATOM 


782 


NZ 


LYS A 137 


2.545 


-3. 196 


11.536 


1.00 66.02 


N 


ATOM 


783 


C 


LYS A 137 


-0.411 


-4.096 


4.800 


1.00 62.36 


C 


ATOM 


784 


0 


LYS A 137 


-0. 041 


-5. 159 


4.300 


1.00 63.04 


0 


ATOM 


785 


N 


GLY A 138 


-1.678 


-3. 691 


4.791 


1.00 63.05 


N 


ATOM 


786 


CA 


GLY A 138 


-2.714 


-4.501 


4.176 


1.00 63.35 


C 


ATOM 


787 


C 


GLY A 138 


-4.104 


-4.069 


4.610 


1.00 63.61 


C 


ATOM 


788 


0 


GLY A 138 


-4.231 


-3. 171 


5.435 


1.00 64.06 


0 


ATOM 


789 


N 


PRO A 139 


-5. 168 


-4.690 


4.079 


1.00 63.70 


N 


ATOM 


790 


CA 


PRO A 139 


-6. 555 


-4.348 


4.430 


1.00 63.74 


C 


ATOM 


791 


CB 


PRO A 139 


-7.369 


-5.364 


3.639 


1.00 63.65 


C 


ATOM 


792 


CG 


PRO A 139 


-6. 503 


-5. 603 


2.422 


1.00 64.02 


C 


ATOM 


793 


CD 


PRO A 139 


-5. 125 


-5. 708 


3.016 


1.00 63.81 


c 


ATOM 


794 


C 


PRO A 139 


-6. 833 


-4.419 


5.935 


1.00 63.55 


c 


ATOM 


795 


0 


PRO A 139 


-7. 057 


-5.490 


6.494 


1.00 63.71 


0 


ATOM 


796 


N 


GLY A 140 


-6. 822 


-3.261 


6.584 


1.00 63.03 


N 


ATOM 


797 


CA 


GLY A 140 


-7. 059 


-3. 199 


8.018 


1.00 62.01 


c 


ATOM 


798 


C 


GLY A 140 


-5. 787 


-2. 914 


8.800 


1.00 60.77 


c 


ATOM 


799 


0 


GLY A 140 


-5. 827 


-2. 660 


10. 004 


1.00 60.90 


0 


ATOM 


800 


N 


GLN A 141 


-4. 653 


-2.947 


8.112 


1.00 59.05 


N 
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ATOM 


801 


CA 


GLN A 141 


-3. 373 


-2. 694 


8.752 


1.00 57.46 


c 


ATOM 


802 


CB 


GLN A 141 


-2. 398 


-3. 809 


8.370 


1.00 57.71 


c 


ATOM 


803 


CG 


GLN A 141 


-3. 090 


-5. 178 


8.473 


1.00 58.74 


C 


ATOM 


804 


CD 


GLN A 141 


-2. 189 


-6. 355 


8.151 


1.00 59.31 


C 


ATOM 


805 


0E1 GLN A 141 


-1.552 


-6.402 


7.093 


1.00 58.75 


0 


ATOM 


806 


NE2 GLN A 141 


-2. 141 


-7.323 


9.063 


1.00 59.08 


N 


ATOM 


807 


C 


GLN A 141 


-2. 882 


-1.323 


8.304 


1.00 55.66 


C 


ATOM 


808 


0 


GLN A 141 


-1.699 


-1. 125 


8.029 


1.00 55.85 


0 


ATOM 


809 


N 


ASN A 142 


-3. 825 


-0.383 


8.247 


1.00 53.33 


N 
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ATOM 
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ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 
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#12 



810 


CA 


ASN A 142 


811 


CB 


ASN A 142 


812 


CG 


ASN A 142 


813 


0D1 ASN A 142 


814 


ND2 ASN A 142 


815 


C 


ASN A 142 


816 


0 


ASN A 142 


817 


N 


PHE A 143 


818 


CA 


PHE A 143 


819 


CB 


PHE A 143 


820 


CG 


PHE A 143 


821 


CD1 PHE A 143 


822 


CE1 PHE A 143 


823 


CZ 


PHE A 143 


824 


CE2 PHE A 143 


825 


CD2 


PHE A 143 


826 


C 


PHE A 143 


827 


0 


PHE A 143 


828 


N 


ARG A 144 


829 


CA 


ARG A 144 


830 


CB 


ARG A 144 


831 


CG 


ARG A 144 


832 


CD 


ARG A 144 


833 


NE 


ARG A 144 


834 


CZ 


ARG A 144 


835 


NH1 ARG A 144 


836 


NH2 ARG A 144 


837 


C 


ARG A 144 


838 


0 


ARG A 144 



0 2-368112 

-3.570 0.998 7.836 

-4.857 1.649 7.316 

-5.936 0.642 6.973 

-7. 123 0. 905 7. 172 

-5.534 -0.511 6.442 

-3.069 1.843 9.005 

-3.655 1.828 10.081 

-1.995 2.593 8.787 

-1.459 3.458 9.829 

-0. 089 2. 953 10. 285 

1.056 3.775 9.777 

1.621 4.764 10.573 

2.650 5.570 10.093 

3.121 5.388 8.807 

2.566 4.400 8.001 

1.538 3.597 8.490 

-1.350 4.886 9.292 

-1.134 5.094 8.103 

-1.509 5.864 10.176 

-1.441 7.267 9.796 

-2.833 7.897 9.918. 

-3.816 7.364 8.872 

-5.240 7.894 9.029 

-6. 006 7. 160 10. 035 

-5.866 7.314 11.348 

-4.988 8.182 11.829 

-6. 608 6. 599 12. 183 

-0.435 8.017 10.666 

-0.278 7.712 11.846 
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1.00 51.55 


C 


1.00 51.60 


C 


1.00 53.89 


C 


1.00 53.86 


0 


1.00 58.03 


N 


1.00 49.32 


C 


1.00 49.92 


0 


1.00 46.30 


N 


1.00 43.59 


C 


1.00 44.54 


C 


1.00 48.28 


C 


1.00 51.58 


C 


1.00 54.13 


C 


1.00 52.35 


C 
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C 


1.00 50.84 


C 


1.00 40.43 


C 


1.00 37.35 


0 


1. 00 37. 08 


N 
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C 


1.00 35.73 


C 


1. 00 39. 13 


C 


1. 00 46. 28 


C 
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N 
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C 
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N 
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N 


1. 00 32. 66 


C 
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ATOM 


839 


N 


MET A 


145 


ATOM 


840 


CA 


MET A 


145 


ATOM 


841 


CB 


MET A 


145 


ATOM 


842 


CG 


MET A 


145 


ATOM 


843 


SD 


MET A 


145 


ATOM 


844 


CE 


MET A 


145 


ATOM 


845 


C 


MET A 


145 


ATOM 


846 


0 


MET A 


145 


ATOM 


847 


N 


ALA A 


146 


ATOM 


848 


CA 


ALA A 


146 


ATOM 


849 


CB 


ALA A 


146 


ATOM 


850 


C 


ALA A 


146 


ATOM 


851 


0 


ALA A 


146 


ATOM 


852 


N 


THR A 


147 


ATOM 


853 


CA 


THR A 


147 


ATOM 


854 


CB 


THR A 


147 


ATOM 


855 


0G1 THR A 


147 


ATOM 


856 


CG2 THR A 


147 


ATOM 


857 


C 


THR A 


147 


ATOM 
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0 


THR A 
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ATOM 
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N 


LEU A 


148 


ATOM 
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CA 


LEU A 
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ATOM 
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CB 
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ATOM 
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CG 


LEU A 
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ATOM 
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CD1 LEU A 
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ATOM 


864 


CD2 LEU A 


148 


ATOM 


865 


C 


LEU A 


148 


ATOM 


866 


0 


LEU A 


148 


ATOM 


867 


N 


TYR A 


149 



002-368112 

0.259 8.988 10.084 

1.232 9.749 10.850 

2.612 9.099 10.747 

3.715 9.914 11.408 

5.311 9.070 11.470 

5. 842 9. 159 9. 789 

1.336 11.214 10.452 

1.565 11.543 9.285 

1.178 12.086 11.442 

1.267 13.527 11.242 

0.161 14.223 12.004 

2.633 13.998 11.743 

3.047 13.670 12.860 

3. 332 14. 765 10. 914 

4.652 15.261 11.281 

5.747 14.641 10.388 

5. 541 13. 224 10. 287 

7.125 14.910 10.977 

4.738 16.776 11.143 

4. 339 17. 342 10. 125 

5.269 17.430 12.170 

5.409 18.878 12.137 

4.675 19.516 13.317 

4.786 21.045 13.445 

4.224 21.747 12.219 

4.026 21.472 14.671 

6.877 19.289 12.155 

7.605 19.046 13.127 

7.308 19.887 11.051 
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0 
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C 
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C 
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C 
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20.76 


0 
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N 
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20.82 


C 
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22.25 


C 
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23.42 


0 
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22.09 


c 
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20.34 


c 
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19.27 


0 


1.00 


19.28 


N 
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19.58 


c 


1.00 


21.33 


c 


1.00 


20.43 


c 


1.00 


22.47 


c 


1. uu 
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1.00 


19.02 


c 


1.00 


18.11 


0 


1.00 


19.53 


N 
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ATOM 


868 


CA 


TYR 


A 


149 


8.671 


20.378 


10. 923 


1.00 


19.40 


C 


ATOM 


869 


CB 


TYR 


A 


149 


9.206 


20. 132 


9.518 


1.00 


19.80 


C 


ATOM 


870 


CG 


TYR 


A 


149 


9.662 


18.712 


9.281 


1.00 


22.86 


C 


ATOM 


871 


CD1 


TYR 


A 


149 


10.829 


18.219 


9.873 


1.00 


24.22 


C 


ATOM 


872 


CE1 


TYR 


A 


149 


11.236 


16. 889 


9.672 


1.00 


25.00 


C 


ATOM 


873 


CZ 


TYR 


A 


149 


10.464 


16.058 


8.877 


1.00 


26.70 


C 


ATOM 


874 


OH 


TYR 


A 


149 


10.819 


14. 742 


8.693 


1.00 


36.47 


0 


ATOM 


875 


CE2 


TYR 


A 


149 


9.305 


16. 531 


8.280 


1.00 


27.17 


C 


ATOM 


876 


CD2 


TYR 


A 


149 


8.910 


17.844 


8.482 


1.00 


25.06 


C 


ATOM 


877 


C 


TYR 


A 


149 


8.658 


21.872 


11.208 


1.00 


19.85 


C 


ATOM 


878 


0 


TYR 


A 


149 


7.672 


22. 562 


10.938 


1.00 


18.56 


0 


ATOM 


879 


N 


SER 


A 


150 


9.764 


22. 363 


11.750 


1.00 


19.94 


N 


ATOM 


880 


CA 


SER 


A 


150 


9.903 


23.764 


12. 102 


1.00 


20.50 


C 


ATOM 


881 


CB 


SER 


A 


150 


9.704 


23.915 


13.615 


1.00 


21.21 


C 


ATOM 


882 


OG 


SER 


A 


150 


9.899 


25. 250 


14. 047 


1.00 


22.73 


0 


ATOM 


883 


C 


SER 


A 


150 


11. 282 


24. 302 


11.701 


1.00 


20.46 


c 


ATOM 


884 


0 


SER 


A 


150 


12. 292 


23.593 


11.778 


1.00 


18.66 


0 


ATOM 


885 


N 


ARG 


A 


151 


11.319 


25. 556 


11.261 


1.00 


21.36 


N 


ATOM 


886 


CA 


ARG 


A 


151 


12. 587 


26. 164 


10. 878 


1.00 


22.36 


c 


ATOM 
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CB 


ARG 


A 
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12. 355 


27.467 


10. 102 


1.00 


21.14 


C 


ATOM 
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CG 


ARG 


A 


151 


11.888 


27. 250 


8.673 


1.00 


22.84 


c 


ATOM 


889 


CD 


ARG 


A 


151 


12.914 


26. 442 


7.873 


1.00 


19.77 


c 


ATOM 


890 


NE 
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A 


151 


12. 582 


26.404 


6.448 


1.00 


24.92 


N 


ATOM 
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CZ 
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A 
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13.337 


25.841 


5.511 


1.00 


20.64 


c 


ATOM 
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NH1 
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A 


151 


14.479 


25. 258 
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1.00 


22.01 


N 
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NH2 
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A 


151 


12. 948 


25 869 
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1 00 
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21 20 


N 


ATOM 


894 


C 
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A 


151 


13. 387 


26. 437 
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C 


ATOM 
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0 
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A 
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14.615 


26. 506 


12. 115 


1.00 
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0 


ATOM 


896 


N 


THR 


A 
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12.676 


26. 578 


13. 258 
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N 
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ATOM 


897 


CA THR A 152 


ATOM 


898 


CB THR A 152 


ATOM 


899 


0G1 THR A 152 


ATOM 
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CG2 THR A 152 
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ATOM 
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C THR A 152 


ATOM 


902 


0 THR A 152 


ATOM 
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N GLN A 153 


ATOM 


904 


CA GLN A 153 


ATOM 


905 


CB GLN A 153 


ATOM 


906 


CG GLN A 153 


ATOM 


907 
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ATOM 
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0E1 GLN A 153 


ATOM 


909 


NE2 GLN A 153 


ATOM 


910 


C GLN A 153 


ATOM 
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0 GLN A 153 
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912 
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12.765 28.120 15.185 1.00 27.25 C 

11.347 27.997 15.378 1.00 25.22 0 

13.063 29.327 14.295 1.00 25.83 C 

13.047 25.687 15.528 1.00 27.69 C 

12.090 24.928 15.372 1.00 26.48 0 

13.906 25.576 16.536 1.00 28.98 N 

13.776 24.538 17.551 1.00 30.08 C 

15.090 24.396 18.329 1.00 29.88 C 

16.182 23.642 17.582 1.00 32.02 C 
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-2.621 12.311 23.128 

-1.451 12.688 23.063 

-2.964 11.107 23.569 

-1. 950 10. 149 23. 985 

-2.612 8.908 24.580 

-3.614 8.278 23.631 

-4.310 7.065 24.212 

-4.885 7.182 25.316 

-4.287 5.998 23.556 

-1.127 9.760 22.759 

-0.008 9.256 22.878 

-1.688 9.995 21.578 

-1.001 9.678 20.328 

-1.994 9.192 19.265 

-2.510 7.795 19.532 

-1.680 6.870 19.681 

-3.746 7.621 19.577 

-0.247 10.884 19.767 

0. 384 10. 787 18. 723 



63/ 



1.00 42.41 


C 


1.00 40.29 


C 


1.00 39.42 


0 


1.00 41.07 


N 


1.00 41.95 


C 


1.00 42.62 


C 


1.00 46.48 


C 


1.00 52.49 


C 


1.00 55.08 


0 


1.00 53.65 


0 


1.00 41.47 


C 


1.00 41.74 


0 


1.00 40.71 


N 


1.00 41.13 


C 


1.00 41.37 


C 


1.00 47.30 


C 


1.00 54.26 


C 


1.00 55.90 


0 


1.00 56.76 


0 


1.00 39.75 


c 


1.00 40.30 


0 


1.00 37.64 


N 


1.00 36.84 


c 


1.00 37.43 


c 


1.00 39.43 


c 


1 00 42 70 

JL • \J\J < x£/« I \J 


o 


1.00 40.96 


0 


1.00 34.37 


c 


1.00 33.91 


0 



mSE# 2004-3003867 




ATOM 


1098 


N 


ILE A 177 


ATOM 


1099 


CA 


ILE A 177 


ATOM 


1100 


CB 


ILE A 177 




[0 0 6 0] 


ATOM 


1101 


CGI ILE A 177 


ATOM 


1102 


CD1 ILE A 177 


ATOM 


1103 


CG2 ILE A 177 


ATOM 


1104 


C 


ILE A 177 


ATOM 


1105 


0 


ILE A 177 


ATOM 


1106 


N 


VAL A 178 


ATOM 


1107 


CA 


VAL A 178 


ATOM 


1108 


CB 


VAL A 178 


ATOM 


1109 


CGI VAL A 178 


ATOM 


1110 


CG2 


VAL A 178 


ATOM 


1111 


C 


VAL A 178 


ATOM 


1112 


0 


VAL A 178 


ATOM 


1113 


N 


PHE A 179 


ATOM 


1114 


CA 


PHE A 179 


ATOM 


1115 


CB 


PHE A 179 


ATOM 


1116 


CG 


PHE A 179 


ATOM 


1117 


CD1 


PHE A 179 


ATOM 


1118 


CE1 


PHE A 179 


ATOM 


1119 


CZ 


PHE A 179 


ATOM 


1120 


CE2 


PHE A 179 


ATOM 


1121 


CD2 


PHE A 179 


ATOM 


1122 


C 


PHE A 179 


ATOM 


1123 


0 


PHE A 179 


ATOM 


1124 


N . 


LEU A 180 


ATOM 


1125 


CA 


LEU A 180 



02-368112 s<-i? : 64/ 

-0.314 12.010 20.466 1.00 32.64 N 

0.340 13.237 20.020 1.00 30.44 C 

-0.682 14.392 19.970 1.00 30.45 C 

-1.812 14.034 18.994 1.00 29.49 C 

-3.029 14.940 19.082 1.00 31.49 C 

0.008 15.688 19.568 1.00 29.62 C 

1.499 13.633 20.933 1.00 29.89 C 

1.359 13.647 22.154 1.00 28.34 0 

2.645 13.960 20.342 1.00 28.91 N 

3.803 14.337 21.142 1.00 28.66 C 

4.711 13.111 21.412 1.00 28.61 C 

5.249 12.566 20.101 1.00 30.80 C 

5.862 13.501 22.331 1.00 30.83 C 

4.663 15.430 20.522 1.00 27.43 C 

4.968 15.402 19.332 1.00 26.89 0 

5.043 16.402 21.339 1.00 27.15 N 

5.905 17.478 20.881 1.00 27.17 C 

5.451 18.813 21.477 1.00 26.48 C 

4.115 19.257 20.961 1.00 27.02 C 

3.979 19.704 19.650 1.00 26.14 C 

2.724 20.041 19.136 1.00 28.69 C 

1.593 19.930 19,939 1.00 27.93 C 

1.717 19.488 21.250 1.00 27.21 C 

2.974 19.156 21.755 1.00.30.11 C 

7.306 17.088 21.323 1.00 27.37 " C 

7.644 17.138 22.509 1.00 27.77 0 

8.093 16.665 20.337 1.00 27.22 N 

9.458 16.194 20.513 1.00 26.96 C 



fciJiE# 2004-3003867 



#M2 



ATOM 


1126 


CB 


LEU A 


180 


ATOM 


1127 


CG 


LEU A 


180 


ATOM 


1128 


CD1 


LEU A 


180 


ATOM 


1129 


CD2 


LEU A 


180 


ATOM 


1130 


C 


LEU A 


180 


ATOM 


1131 


0 


LEU A 


180 


ATOM 


1132 


N 


PRO A 


181 


ATOM 


1133 


CA 


PRO A 


181 


ATOM 


1134 


CB 


PRO A 


181 


ATOM 


1135 


CG 


PRO A 


181 


ATOM 


1136 


CD 


PRO A 


181 


ATOM 


1137 


C 


PRO A 


181 


ATOM 


1138 


0 


PRO A 


181 


ATOM 


1139 


N 


GLN A 


182 


ATOM 


1140 


CA 


GLN A 


182 


ATOM 


1141 


CB 


GLN A 


182 


ATOM 


1142 


CG 


GLN A 


182 


ATOM 


1143 


CD 


GLN A 


182 


ATOM 


1144 


0E1 


GLN A 


182 


ATOM 


1145 


NE2 


GLN A 


182 


ATOM 


1146 


C 


GLN A 


182 


ATOM 


1147 


0 


GLN A 


182 


ATOM 


1148 


N 


PRO A 


183 


ATOM 


1149 


CA 


PRO A 


183 


ATOM 


1150 


CB 


PRO A 


183 


ATY\M 

AlUM 


1101 


rr 


DPA A 

rKU A 


loo 


ATOM 


1152 


CD 


PRO A 


183 


ATOM 


1153 


C 


PRO A 


183 


ATOM 


1154 


0 


PRO A 


183 



002-368112 

10.075 15.921 19.134 

9. 260 14. 959 18. 257 

9.924 14.776 16.901 

9. 123 13. 616 18. 966 

10.362 17.113 21.332 

10.543 18.288 21.004 

10.943 16.579 22.421 

11.826 17.378 23.271 
11.957 16.524 24.528 
11.939 15.148 23.982 

10.827 15.204 22.940 
13.164 17.622 22.590 
13.683 16.764 21.875 
13.700 18.814 22.812 
14.972 19.230 22.248 
15.160 20.727 22.513 
16.349 21.358 21.838 
16.516 22.813 22.231 
15.580 23.609 22.117 
17.711 23.170 22.697 
16.112 18.428 22.879 
16.316 18.480 24.086 
16.859 17.662 22.064 
17.982 16.847 22.544 
18.400 16.062 21.301 
17. 158 16. 009 20. 489 
16.605 17.398 20.641 
19.108 17.739 23.043 
19.222 18.894 22.630 



: 65/ 



1.00 26.82 


C 


1.00 26.68 


C 


1.00 21.86 


C 


1.00 21.60 


C 


1.00 28.51 


C 


1.00 28.44 


0 


1.00 29.38 


N 


1.00 30.92 


C 


1.00 30.61 


C 


1.00 29.83 


c 


1.00 29.63 


c 


1.00 31.85 


c 


1.00 32.03 


0 


1.00 34.15 


N 


1.00 38.42 


c 


1.00 38.11 


c 


1.00 43.04 


c 


1.00 47.27 


c 


1.00 48.82 


0 


1.00 49.54 


N 


1.00 39.16 


c 


1.00 38.96 


0 


1.00 41.26 


N 


1.00 43.14 


c 


1.00 42.53 


c 


1 f\(\ AO £1 


r 


1.00 41.37 


c 


1.00 45.17 


c 


1.00 45.74 


0 



ffiIE# 2004-3003867 



mm 2002-368112 



^-vl 66/ 



ATOM 


1155 


N 


ASP 


A 


184 


19.939 


17. 208 


23.931 


1.00 


47.82 


N 


ATOM 


1156 


CA 


ASP 


A 


184 


21.059 


17. 974 


24.468 


1.00 


50.56 


C 


ATOM 


1157 


CB 


ASP 


A 


184 


21.516 


17. 365 


25. 799 


1.00 


51.23 


C 


ATOM 


1158 


CG 


ASP 


A 


184 


22. 507 


18.246 


26.543 


1.00 


54.35 


c 


ATOM 


1159 


0D1 ASP 


A 


184 


23.479 


18. 717 


25. 914 


1.00 


58. 16 


0 


ATOM 


1160 


0D2 ASP 


A 


184 


22.324 


18.461 


27. 763 


1.00 


57.05 


0 


ATOM 


1161 


C 


ASP 


A 


184 


22. 203 


17.949 


23.453 


1.00 


51.40 


c 


ATOM 


1162 


0 


ASP 


A 


184 


22. 988 


18.890 


23. 366 


1.00 


52.48 


0 


ATOM 


1163 


N 


LYS 


A 


185 


22.284 


16. 869 


22.684 


1.00 


52.40 


N 


ATOM 


1164 


CA 


LYS 


A 


185 


23. 319 


16.719 


21.668 


1.00 


53.25 


C 


ATOM 


1165 


CB 


LYS 


A 


185 


24.352 


15.684 


22. 118 


1.00 


53.85 


C 


ATOM 


1166 


CG 


LYS 


A 


185 


23.763 


14.312 


22.430 


1.00 


54.84 


C 


ATOM 


1167 


CD 


LYS 


A 


185 


24. 851 


13. 323 


22.816 


1.00 


57.25 


C 


ATOM 


1168 


CE 


LYS 


A 


185 


24.267 


11.984 


23. 237 


1.00 


59.39 


c 


ATOM 


1169 


NZ 


LYS 


A 


185 


.25. 336 


11.017 


23. 617 


1.00 


59.87 


N 


ATOM 


1170 


C 


LYS 


A 


185 


22. 716 


16.284 


20.334 


1.00 


53.50 


c 


ATOM 


1171 


0 


LYS 


A 


185 


21.499 


16. 182 


20. 199 


1.00 


53.06 


0 


ATOM 


1172 


N 


CYS 


A 


186 


23.585 


16. 034 


19. 357 


1.00 


54. 14 


N 


ATOM 


1173 


CA 


CYS 


A 


186 


23. 183 


15. 596 


18. 021 


1.00 


55.37 


C 


ATOM 


1174 


CB 


CYS 


A 


186 


22.282 


14.353 


18. 107 


1.00 


54.41 


C 


ATOM 


1175 


SG 


CYS 


A 


186 


22.903 


12. 974 


19. 126 


1.00 


51.22 


S 


ATOM 


1176 


C 


CYS 


A 


186 


22.467 


16. 652 


17. 176 


1.00 


56.92 


C 


ATOM 


1177 


0 


CYS 


A 


186 


21.884 


16. 315 


16. 147 


1.00 


57.78 


0 


ATOM 


1178 


N 


ILE 


A 


187 


22. 513 


17.919 


17. 580 


1.00 


59.30 


N 


ATOM 


1179 


CA 


ILE 


A 


187 


21.817 


18.953 


16.812 


1.00 


61.99 


C 


ATOM 

1X1. \JU1 


1180 


CB 


ILE 


A 


187 


20 357 


19 10Q 


17 314 


1 00 


62 28 


c 


ATOM 


1181 


CGI 


ILE 


A 


187 


19. 545 


17.872 


16. 927 


1.00 


61.77 


c 


ATOM 


1182 


CD1 


ILE 


A 


187 


18.090 


17.965 


17. 308 


1.00 


65.79 


c 


ATOM 


1183 


CG2 ILE 


A 


187 


19.710 


20.354 


16. 726 


1.00 


63.84 


c 



ffitE# 2004-3003867 



#M 200 2- 368112 



^- >' : 67/ 



ATOM 


1184 


C 


ILE 


A 


187 


22.440 


ATOM 


1185 


0 


ILE 


A 


187 


22. 046 


ATOM 


1186 


N 


GLN 


A 


188 


23. 412 


ATOM 


1187 


CA 


GLN 


A 


188 


24.019 


ATOM 


1188 


CB 


GLN 


A 


188 


24.150 


ATOM 


1189 


CG 


GLN 


A 


188 


25. 566 


ATOM 


1190 


CD 


GLN 


A 


188 


26. 306 


ATOM 


1191 


0E1 GLN 


A 


188 


25.787 


ATOM 


1192 


NE2 GLN 


A 


188 


27. 531 


ATOM 


1193 


C 


GLN 


A 


188 


23.042 


ATOM 


1194 


0 


GLN 


A 


188 


23. 017 


ATOM 


1195 


N 


GLU 


A 


189 


22.232 


ATOM 


1196 


CA 


GLU 


A 


189 


21.203 


ATOM 


1197 


CB 


GLU 


A 


189 


21.351 


ATOM 


1198 


CG 


GLU 


A 


189 


22. 147 


ATOM 


1199 


CD 


GLU 


A 


189 


21.669 


ATOM 


1200 


0E1 GLU 


A 


189 


20.472 




[0 0 


6 1] 








ATOM 


1201 


0E2 GLU 


A 


189 


22.494 


ATOM 


1202 


C 


GLU 


A 


189 


21. 165 


ATOM 


1203 


0 


GLU 


A 


189 


21.377 


ATOM 


1204 


OXT GLU 


A 


189 


20.906 


ATOM 


1205 


N 


GLN 


B 


35 


16. 520 


ATOM 


1206 


CA 


GLN 


B 


35 


16.131 


ATOM 


1207 


CB 


GLN 


B 


35 


17. 377 


ATOM 


1208 


CG 


GLN 


B 


35 


18. 466 


ATOM 


1209 


CD 


GLN 


B 


35 


19. 622 


ATOM 


1210 


0E1 GLN 


B 


35 


20.623 


ATOM 


1211 


NE2 GLN 


B 


35 


19.487 



20.346 


16.751 


1.00 


63.97 


C 


21. 143 


15.904 


1.00 


64.66 


0 


20.642 


17. 609 


1.00 


66.08 


N 


21.978 


17. 637 


1.00 


68.34 


C 


22.572 


16.226 


1.00 


68.29 


C 


22. 753 


15.711 


1.00 


70.61 


c 


21.441 


15. 570 


1.00 


72.82 


c 


20.479 


14. 999 


1.00 


73.93 


0 


21.395 


16.082 


1.00 


74.08 


N 


22. 830 


18.444 


1.00 


69.30 


c 


24.055 


18. 331 


1.00 


69.66 


0 


22. 135 


19. 242 


1.00 


70.42 


N 


22. 703 


20.112 


1.00 


71.39 


C 


22 125 

lulu . 16u 


21 520 


1 00 
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71 77 

$±•11 


r 


20. 827 


21.579 


1.00 


72.99 


C 


19. 790 


20.583 


1.00 


73.77 


C 


19.433 


20.610 


1.00 


76.28 


0 



19.324 


19. 770 


1.00 


73.47 


0 


24.227 


20. 195 


1.00 


71.75 


C 


24.768 


21.303 


1.00 


71.94 


0 


24.868 


19. 153 


1.00 


72. 13 


0 


25.594 


58. 782 


1.00 


37.06 


N 


26. 126 


57.446 


1.00 


35.29 


C 


26.612 


56. 704 


1.00 


35.86 


C 


25. 564 


56. 576 


1.00 


40.43 


c 


26.021 


55. 700 


1.00 


46.53 


c 


25.313 


55.554 


1.00 


51.77 


0 


27.204 


55. 107 


1.00 


49.87 


N 



miE#2 004-3003867 



mm 2 



ATOM 


1212 


C 


GLN B 


35 


ATOM 


1213 


0 


GLN B. 


35 


ATOM 


1214 


N 


GLN B 


36 


ATOM 


1215 


CA 


GLN B 


36 


ATOM 


1216 


CB 


GLN B 


36 


ATOM 


1217 


CG 


GLN B 


36 


ATOM 


1218 


CD 


GLN B 


36 


ATOM 


1219 


0E1 GIU B 


36 


ATOM 


1220 


NE2 GLN B 


36 


ATOM 


1221 


C 


GLN B 


36 


ATOM 


1222 


0 


GLN B 


36 


ATOM 


1223 


N 


ASP B 


37 


ATOM 


1224 


CA 


ASP B 


37 


ATOM 


1225 


CB 


ASP B 


37 


ATOM 


1226 


CG 


ASP B 


37 


ATOM 


1227 


0D1 ASP B 


37 


ATOM 


1228 


0D2 ASP B 


37 


ATOM 


1229 


C 


ASP B 


37 


ATOM 


1230 


0 


ASP B 


37 


ATOM 


1231 


N 


LYS B 


38 


ATOM 


1232 


CA 


LYS B 


38 


ATOM 


1233 


CB 


LYS B 


38 


ATOM 


1234 


CG 


LYS B 


38 


ATOM 


1235 


CD 


LYS B 


38 


ATOM 


1236 


CE 


LYS B 


38 


ATOM 




NZ 


LYS B 


3R 


ATOM 


1238 


C 


LYS B 


38 


ATOM 


1239 


0 


LYS B 


38 


ATOM 


1240 


N 


PHE B 


39 



002-368112 

15.384 25.108 56.577 

15.044 25.406 55.435 
15.123 23.917 57.113 
14.423 22.876 56.353 
14.196 21.618 57.203 
13.615 20.451 56.401 
13.423 19.185 57.222 
12. 508 19. 086 58. 053 
14.290 18.209 56.996 
13.083 23.366 55.840 
12.708 23.095 54.699 
12.363 24.084 56.694 
11.050 24.609 56.338 
10.457 25.408 57.499 

9.837 24.522 58.561 

10.576 23.732 59.182 

8.609 24.616 58.778 

11.066 25.480 55.097 

10.045 25.635 54.435 
12.223 26.054 54.786 
12.345 26.911 53.617 
13.643 27.722 53.691 
13.641 28.770 54.800 
12.474 29.733 54.619 
12.507 30.861 55.636 
13.727 31.698 55.494 
12.297 26.139 52.304 
12.019 26.719 51.262 
12.555 24.836 52.362 



^-v*. 68/ 



1.00 33.30 


C 


1.00 32.10 


0 


1.00 31.25 


N 


1.00 29.23 


C 


1.00 29.22 


C 


1.00 30.50 


C 


1.00 31.43 


C 


1.00 36.00 


0 


1.00 27.78 


N 


1.00 26.86 


C 


1.00 23.30 


0 


1.00 27.22 


N 


1.00 27.10 


C 


1.00 30.98 


c 


1.00 35.24 


c 


1.00 47.18 


0 


1.00 45.07 


0 


1.00 25.31 


c 


1.00 24.94 


0 


1.00 24.03 


N 


1.00 23.34 


c 


1.00 23.59 


C 


1.00 26.63 


C 


1.00 28.10 


c 


1.00 34.26 


c 
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N 


1.00 22.17 


c 


1.00 23.22 


0 


1.00 19.91 


N 



ffigE# 2004-3003867 



#® 2002-368112 



3?: 69/ 



ATOM 


1241 


CA 


PHE B 


39 


12. 561 


24.000 


51.171 


1.00 17.90 


C 


ATOM 


1242 


CB 


PHE B 


39 


13. 749 


23.033 


51.226 


1.00 19.08 


C 


ATOM 


1243 


CG 


PHE B 


39 


15. 089 


23. 725 


51.228 


1.00 18.43 


C 


ATOM 


1244 


CD1 


PHE B 


39 


15. 607 


24.265 


52.398 


1.00 16.91 


C 


ATOM 


1245 


CE1 


PHE B 


39 


16. 823 


24.930 


52.401 


1.00 19.03 


C 


ATOM 


1246 


CZ 


PHE B 


39 


17. 546 


25.067 


51.211 


1.00 20.75 


C 


ATOM 


1247 


CE2 


PHE B 


39 


17. 035 


24.531 


50. 034 


1.00 21.98 


C 


ATOM 


1248 


CD2 


PHE B 


39 


15.811 


23.862 


50.050 


1.00 19.07 


C 


ATOM 


1249 


C 


PHE B 


39 


11. 270 


23.224 


50.967 


1.00 16.73 


C 


ATOM 


1250 


0 


PHE B 


39 


11.175 


22. 390 


50. 068 


1.00 16.56 


0 


ATOM 


1251 


N 


LEU B 


40 


10. 272 


23.492 


51.800 


1.00 15.91 


N 


ATOM 


1252 


CA 


LEU B 


40 


9.000 


22. 803 


51.653 


1.00 17.17 


C 


ATOM 


1253 


CB 


LEU B 


40 


8.113 


23.043 


52.878 


1.00 17.42 


C 


ATOM 


1254 


CG 


LEU B 


40 


8.753 


22. 577 


54. 192 


1.00 19.17 


c 


ATOM 


1255 


CD1 


LEU B 


40 


7. 779 


22. 756 


55.337 


1.00 24.49 


c 


ATOM 


1256 


CD2 


LEU B 


40 


9. 161 


21.117 


54. 075 


1.00 20.54 


c 


ATOM 


1257 


C 


LEU B 


40 


8.345 


23.357 


50.401 


1.00 17.51 


c 


ATOM 


1258 


0 


LEU B 


40 


8.832 


24. 325 


49.816 


1.00 17.99 


0 


ATOM 


1259 


N 


GLY B 


41 


7.266 


22. 729 


49.960 


1.00 17.31 


N 


ATOM 


1260 


CA 


GLY B 


41 


6.588 


23.237 
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4.526 26.466 40.622 

2.428 25.527 40.509 

8.043 22.809 44.355 

8.626 23.894 44.278 

8.530 21.686 43.837 

9.796 21.653 43.113 

10.903 21.021 43.949 

11.305 21.771 45.176 

10.757 21.668 46.424 

11.444 22.462 47.312 

12.452 23.102 46.641 

12.393 22.692 45.290 

13.322 23.210 44.384 

14.281 24.114 44.850 

14.313 24.501 46.202 
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9.621 20.813 41.863 

8.650 20.071 41.733 

10.579 20.925 40.952 
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22.876 10.731 38.849 

23.671 9.598 37.084 

23.980 8.408 37.872 

22.684 7.746 38.339 

22.950 6.569 39.084 

24.815 7.386 37.109 
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26.076 5.302 37.222 
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17.776 2.047 37.709 

16.450 2.737 37.630 

15.234 2.162 37.391 

14.244 3.119 37.411 

14.813 4.340 37.661 

16.205 4.138 37.804 

17.027 5.243 38.068 

16.441 6.500 38.179 

15.052 6.669 38.032 

14.224 5.606 37.774 

18.439 2.855 35.441 
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19.205 3.851 35.869 

19.376 5.082 35.109 

20.395 5.984 35.812 

20.594 7.314 35.146 

19.562 8.245 35.099 

19.740 9.474 34.471 

20.960 9.780 33.881 

21.998 8.856 33.923 
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19. 209 5. 271 32. 719 

20.903 4.034 33.541 
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26.299 2.806 33.475 
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ATOM 1385 CZ ARG B 56 26.693 3.976 33.970 1.00 65.15 C 

ATOM 1386 NH1 ARG B 56 25.802 4.841 34.437 1.00 66.66 N 

ATOM 1387 NH2 ARG B 56 27.984 4.281 34.006 1.00 65.67 N 

ATOM 1388 C ARG B 56 20.411 3.027 31.306 1.00 51.62 C 

ATOM 1389 0 ARG B 56 20.424 3.258 30.099 1.00 51.26 0 

ATOM 1390 N GLU B 57 19.515 2.223 31.872 1.00 51.11 N 

ATOM 1391 CA GLU B 57 18.507 1.540 31.071 1.00 51.51 C 

ATOM 1392 CB GLU B 57 18.503 0.046 31.415 1.00 51.87 C 

ATOM 1393 CG GLU B 57 19.780 -0.677 31.007 1.00 53.93 C 

ATOM 1394 CD GLU B 57 19.773 -2.151 31.375 1.00 56.43 C 

ATOM 1395 0E1 GLU B 57 19.748 -2.462 32.585 1.00 58.93 0 

ATOM 1396 0E2 GLU B 57 19.794 -2.996 30.452 1.00 56.91 0 

ATOM 1397 C GLU B 57 17.094 2.107 31.210 1.00 50.67 C 

ATOM 1398 0 GLU B 57 16.108 1.381 31.058 1.00 51.18 0 

ATOM 1399 N LYS B 58 16.991 3.402 31.491 1.00 49.06 N 

ATOM 1400 CA LYS B 58 15.683 4.039 31.646 1.00 47.54 C 
[0 0 6 3] 

ATOM 1401 CB LYS B 58 15.107 3.722 33.032 1.00 48.39 C 

ATOM 1402 CG LYS B 58 13.686 4.226 33.258 1.00 49.62 C 

ATOM 1403 CD LYS B 58 13.212 3.952 34.682 1.00 52.77 C 

ATOM 1404 CE LYS B 58 11.825 4.545 34.941 1.00 52.82 C 

ATOM 1405 NZ LYS B 58 11.389 4.377 36.358 1.00 52.01 N 

ATOM 1406 C LYS B 58 15.764 5.549 31.457 1.00 45.21 C 

ATOM 1407 0 LYS B 58 14.746 6.226 31.389 1.00 44.48 0 

ATOM 1408 N LYS B 59 16.983 6.065 31.359 1.00 43.69 N 

ATOM 1409 CA LYS B 59 17.211 7.494 31.189 1.00 42.38 C 

ATOM 1410 CB LYS B 59 18.709 7.758 31.034 1.00 43.61 C 

ATOM 1411 CG LYS B 59 19.336 7.073 29.832 1.00 44.44 C 

ATOM 1412 CD LYS B 59 20.858 7.044 29.928 1.00 49.79 C 
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21.441 8.431 30.163 

21.020 9.404 29.118 

16.459 8.087 30.003 

15.966 9.213 30.071 

16.367 7.324 28.919 
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ATOM 


1463 


CA 


LYS B 


66 


ATOM 


1464 


CB 


LYS B 


66 


ATOM 


1465 


CG 


LYS B 


66 


ATOM 


1466 


CD 


LYS B 


66 


AluM 


i a an 

1467 


CE 


LYS B 


CG. 

00 


ATOM 


1468 


NZ 


LYS B 


66 


ATOM 


1469 


C 


LYS B 


66 


ATOM 


1470 


0 


LYS B 


66 



002-368112 

8.572 10.757 28.843 

8.514 11.640 27.775 

. 8.286 11.168 26.500 

8.691 13.000 27.981 

8.926 13.474 29.268 

10.783 13.909 33.513 

10.958 13.335 34.580 

10.654 15.224 33.406 

10.666 16.089 34.564 

10.551 17.543 34.137 

10.203 18.491 35.274 

10.078 20.155 34.653 

11.772 20.441 34.213 

9.454 15.723 35.391 

8.387 15.462 34.841 

9.620 15.710 36.709 

8.529 15.381 37.610 

8.873 14.137 38.417 

8.243 16.536 38.550 

9.114 17.356 38.829 

7.008 16.595 39.026 

6. 592 17. 625 39. 968 

5. 175 18. 090 39. 635 

4.531 19.010 40.658 

3.216 19.555 40.101 

2.390 20.253 41.157 

1.154 .20.853 40.569 

6.641 16.990 41.356 

5.955 15.999 41.616 



: 76/ 



1.00 33.87 


C 


1.00 32.87 


C 


1.00 38.94 


0 


1.00 32.51 


C 


1.00 28.18 


C 


1.00 24.64 


C 


1.00 26.37 


0 


1.00 24.11 


N 


1.00 21.60 


C 


1.00 21.40 


C 


1.00 21.55 


C 


1.00 23.70 


S 


1.00 23.94 


C 


1.00 20.89 


C 


1.00 20.65 


0 


1.00 21.78 


N 


1.00 22.90 


C 


1.00 23.61 


C 


1.00 22.81 


C 


1.00 23.08 


0 


1.00 24.13 


N 


1.00 24.90 


C 


1.00 24.40 


C 


1.00 25.61 


e 


1.00 24.44 


c 


1 flfi 90 Qft 


r 


1.00 39.00 


N 


1.00 24.30 


C 


1.00 26.16 


0 
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#M 2002-368112 



^-vl 77/ 



ATOM 


1471 


N 


THR B 


67 • 


7.468 


17.543 


42.234 


1.00 


21.31 


N 


ATOM 


1472 


CA 


THR B 


67 


7.608 


17.017 


43.582 


1.00 


20.57 


C 


ATOM 


1473 


CB 


THR B 


67 


9.066 


16.619 


43.871 


1.00 


21.25 


C 


ATOM 


1474 


0G1 


THR B 


67 


9.494 


15. 626 


42.934 


1.00 


21.89 


0 


ATOM 


1475 


CG2 


THR B 


67 


9.190 


16. 068 


45.285 


1.00 


25.45 


C 


ATOM 


1476 


C 


THR B 


67 


7. 186 


18.043 


44.639 


1.00 


20.93 


C 


ATOM 


1477 


0 


THR B 


67 


7.706 


19. 165 


44.676 


1.00 


19.49 


0 


ATOM 


1478 


N 


VAL B 


68 


6.244 


17. 655 


45.494 


1.00 


19.26 


N 


ATOM 


1479 


CA 


VAL B 


68 


5.784 


18. 536 


46.556 


1.00 


18.83 


C 


ATOM 


1480 


CB 


VAL B 


68 


4.248 


18. 560 


46.641 


1.00 


18.95 


C 


ATOM 


1481 


CGI 


VAL B 


68 


3.809 


19.454 


47. 803 


1.00 


21.13 


c 


ATOM 


1482 


CG2 


VAL B 


68 


3.675 


19. 070 


45.313 


1.00 


17.89 


c 


ATOM 


1483 


C 


VAL B 


68 


6.382 


18. 032 


47.848 


1.00 


17.05 


c 


ATOM 


1484 


0 


VAL B 


68 


6.272 


16. 850 


48. 180 


1.00 


18.24 


0 


ATOM 


1485 


N 


VAL B 


69 


7.038 


18. 938 


48. 567 


1.00 


17.22 


N 


ATOM 


1486 


CA 


VAL B 


69 


7.722 


18. 593 


49.807 


1.00 


15.35 


C 


ATOM 


1487 


CB 


VAL B 


69 


9.151 


19. 150 


49.772 


1.00 


15.47 


C 


ATOM 


1488 


CGI 


VAL B 


69 


9.898 


18. 773 


51.041 


1.00 


13.26 


C 


ATOM 


1489 


CG2 


VAL B 


69 


9.875 


18. 625 


48.511 


1.00 


15.70 


C 


ATOM 


1490 


C 


VAL B 


69 


7.027 


19.086 


51.077 


1.00 


15.51 


C 


ATOM 


1491 


0 


VAL B 


69 


6.649 


20.256 


51. 182 


1.00 


16.17 


0 


ATOM 


1492 


N 


ALA B 


70 


6.863 


18. 181 


52. 036 


1.00 


16.04 


N 


ATOM 


1493 


CA 


ALA B 


70 


6.229 


18.511 


53.316 


1.00 


16.88 


C 


ATOM 


1494 


CB 


ALA B 


70 


4.739 


18. 155 


53.280 


1.00 


17.76 


C 


ATOM 


1495 


C 


ALA B 


70 


6.937 


17. 725 


54.413 


1.00 


16.99 


C 


ATOM 


1496 


0 


ALA B 


70 


7.651 


16. 766 


54. 126 


1.00 


19 87 


o 


ATOM 


1497 


N 


PRO B 


71 


6.742 


18. 110 


55. 687 


1.00 


18. 18 


N 


ATOM 


1498 


CA 


PRO B 


71 


7.399 


17.407 


56. 796 


1.00 


17.02 


C 


ATOM 


1499 


CB 


PRO B 


71 


6.943 


18. 192 


58.024 


1.00 


18.58 


c 
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^-v*: 78/ 



ATOM 


1500 


CG 


PRO B 


71 


6.643 


19. 577 


57.471 


1.00 19.30 


C 




[0 0 6 4] 














ATOM 


1501 


CD 


PRO B 


71 


5.930 


19. 236 


56. 192 


1.00 16.39 


c 


ATOM 


1502 


C 


PRO B 


71 


7.034 


15.930 


56. 905 


1.00 18.37 


c 


ATOM 


1503 


0 


PRO B 


71 


5.907 


15. 537 


56. 594 


1.00 15.78 


0 


ATOM 


1504 


N 


SER B 


72 


7.993 


15. 122 


57.353 


1.00 18.33 


N 


ATOM 


1505 


CA 


SER B 


72 


7.769 


13. 699 


57. 529 


1.00 20.27 


c 


ATOM 


1506 


CB 


SER B 


72 


8.978 


12.884 


57.061 


1.00 21.15 


c 


ATOM 


1507 


OG 


SER B 


72 


10.036 


12.957 


57. 997 


1.00 23.81 


0 


ATOM 


1508 


C 


SER B 


72 


7.535 


13. 482 


59.016 


1.00 21.63 


c 


ATOM 


1509 


0 


SER B 


72 


7.788 


14. 377 


59. 825 


1.00 22.26 


0 


ATOM 


1510 


N 


THR B 


73 


7.058 


12. 297 


59.378 


1.00 22.59 


N 


ATOM 


1511 


CA 


THR B 


73 


6.757 


12.006 


60. 779 


1.00 23.74 


c 


ATOM 


1512 


CB 


THR B 


73 


6.236 


10. 564 


60.952 


1.00 22.91 • 


c 


ATOM 


1513 


0G1 THR B 


73 


5.172 


10.318 


60. 025 


1.00 18.94 


0 


ATOM 


1514 


CG2 THR B 


73 


5.697 


10.368 


62. 375 


1.00 24.56 


c 


ATOM 


1515 


C 


THR B 


73 


7.926 


12.201 


61.747 


1.00 24.50 


c 


ATOM 


1516 


0 


THR B 


73 


7.758 


12. 806 


62.800 


1.00 24.98 


0 


ATOM 


1517 


N 


GLU B 


74 


9. 101 


11.684 


61.389 


1.00 25.95 


N 


ATOM 


1518 


CA 


GLU B 


74 


10.287 


11.785 


62. 243 


1.00 26.06 


c 


ATOM 


1519 


CB 


GLU B 


74 


11.271 


10.657 


61.926 


1.00 26.86 


c 


ATOM 


1520 


CG 


GLU B 


74 


10.734 


9.266 


62. 197 


1.00 29.93 


c 


ATOM 


1521 


CD 


GLU B 


74 


10.240 


9.113 


63.612 


1.00 34.17 


c 


ATOM 


1522 


0E1 GLU B 


74 


11.018 


9.405 


64.549 


1.00 38.32 


0 


ATOM 


1523 


0E2 GLU B 


74 


9.075 


8.701 


63.790 


1.00 39.68 


0 




1524 


C 


GLU B 


74. 


J.X. KJaO 


J.O. XKJO 


62 140 


1 00 26 53 

«L • \J\J cj\j • \J%J 


c 


ATOM 


1525 


0 


GLU B 


74 


12.075 


13.269 


62.754 


1.00 26.06 


0 


ATOM 


1526 


N 


GLY B 


75 


10.495 


14.042 


61.365 


1.00 26.90 


N 


ATOM 


1527 


CA 


GLY B 


75 


11.163 


15.321 


61.217 


1.00 26.25 


C 



mSE# 2004-3003867 



#^2 



ATOM 


1528 


C 


GLY B 


75 


ATOM 


1529 


0 


ay B 


75 


ATOM 


1530 


N 


GLY B 


76 


ATOM 


1531 


CA 


GLY B 


76 


ATOM 


1532 


C 


GLY B 


76 


ATOM 


1533 


0 


GLY B 


76 


ATOM 


1534 


N 


LEU B 


77 


ATOM 


1535 


CA 


LEU B 


77 


ATOM 


1536 


CB 


LEU B 


77 


ATOM 


1537 


CG 


LEU B 


77 


ATOM 


1538 


CD1 LEU B 


77 


ATOM 


1539 


CD2 LEU B 


77 


ATOM 


1540 


C 


LEU B 


77 


ATOM 


1541 


0 


LEU B 


77 


ATOM 


1542 


N 


ASN B 


78 


ATOM 


1543 


CA 


ASN B 


78 


ATOM 


1544 


CB 


ASN B 


78 


ATOM 


1545 


CG 


ASN B 


78 


ATOM 


1546 


0D1 ASN B 


78 


ATOM 


1547 


ND2 ASN B 


78 


ATOM 


1548 


C 


ASN B 


78 


ATOM 


1549 


0 


ASN B 


78 


ATOM 


1550 


N 


LEU B 


79 


ATOM 


1551 


CA 


LEU B 


79 


ATOM 


1552 


CB 


LEU B 


79 


A1UM 


1 KKQ 
lOOO 


CG 


LEU B 




ATOM 


1554 


CD1 LEU B 


79 


ATOM 


1555 


CD2 LEU B 


79 


ATOM 


1556 


C 


LEU B 


79 



002-368112 

11.902 15.432 59.895 

12.521 16.458 59.607 

11.854 14.367 59.097 

12.498 * 14.376 57.796 

11.570 14.981 56.751 

10.769 15.857 57.076 

11.655 14.508 55.505 

10.820 15.038 54.433 

11.679 15.795 53.418 

12.495 17.003 53.873 

13.547 17.334 52.816 

11.577 18.164 54.122 

9.981 14.022 53.657 

10.445 12.943 53.291 

8.731 14.392 53.410 

7.822 13.577 52.629 

6.382 13.725 53.137 

5.973 12.637 54.111 

6.799 11.869 54.604 

4.679 12.575 54.398 

7.923 14.203 51.241 

7.819 15.424 51.106 

8.154 13.379 50.227 

8.243 13.857 48.855 

9.607 13.528 48.224 

10.830 14.410 48.503 

11.176 14.376 49.981 

12.006 13.919 47.655 

7.153 13.157 48.055 



^-v : 79/ 



1.00 26.38 


C 


1.00 27.95 


0 


1.00 24.68 


N 


1.00 22.08 


C 


1.00 21.83 


C 


1.00 19.87 


0 


1.00 20.87 


N 


1.00 19.22 


c 


1.00 19.77 


c 


1.00 21.45 


c 


1.00 23.98 


c 


1.00 17.71 


c 


1.00 20.65 


c 


1.00 20.00 


0 


1.00 19.49 


N 


1.00 19.83 


C 


1.00 20.64 


C 


1.00 21.67 


C 


1.00 18.96 


0 


1.00 16.01 


N 


1.00 19.96 


C 


1.00 21.03 


0 


1.00 19.97 


N 


1.00 20.38 


c 


1.00 21.06 


c 


1 AA OA OO 

l.UU jj 


r 
\j 


1.00 15.77 


c 


1.00 25.25 


c 


1.00 21.10 


c 



ffiSE# 2004-3003867 



mm 2 0 0 2-3 6 8 1 1 2 : 80/ 

^ATOM 1557 0 LEU B 79 7.196 11.938 47.865 1.00 20.88 0 

ATOM 1558 N THR B 80 6.164 13.926 47.609 1.00 20.87 N 

ATOM 1559 CA THR B 80 5.086 13.365 46.810 1.00 20.85 C 

ATOM 1560 CB THR B 80 3.702 13.899 47.273 1.00 20.49 C 

ATOM 1561 0G1THRB 80 3.477 13.532 48.643 1.00 20.65 0 

ATOM 1562 CG2THRB 80 2.587 13.314 46.415 1.00 19.59 C 

ATOM 1563 C THR B 80 5.363 13.783 45.370 1.00 20.80 C 

ATOM 1564 0 THR B 80 5.304 14.963 45.037 1.00 20.97 0 

ATOM 1565 N SERB 81 5.691 12.816 44.525 1.00 21.75 N 

ATOM 1566 CA SERB 81 6.002 13.107 43.132 1.00 22.99 C 

ATOM 1567 CB SERB 81 7.352 12.494 42.752 1.00 22.82 C 

ATOM 1568 OG SERB 81 8.418 13.029 43.522 1.00 27.07 0 

ATOM 1569 C SERB 81 4.951 12.612 42.145 1.00 24.46 C 

ATOM 1570 0 SERB 81 4.392 11.514 42.285 1.00 24.48 0 

ATOM 1571 N THR B 82 4.688 13.445 41.147 1.00 25.52 N 

ATOM 1572 CA THR B 82 3.744 13.130 40.085 1.00 26.98 C 

ATOM 1573 CB THR B 82 2.716 14.253 39.910 1.00 27.26 C 

ATOM 1574 0G1THRB 82 1.968 14.397 41.124 1.00 28.56 0 

ATOM 1575 CG2THRB 82 1.768 13.939 38.759 1.00 26.26 C 

ATOM 1576 C THR B 82 4.618 13.023 38.841 1.00 28.72 C 

ATOM 1577 0 THR B 82 5.343 13.964 38.507 1.00 28.19 0 

ATOM 1578 N PHE B 83 4.560 11.877 38.166 1.00 30.09 N 

ATOM 1579 CA PHE B 83 5.385 11.659 36.989 1.00 33.13 C 

ATOM 1580 CB PHE B 83 6.702 11.011 37.408 1.00 33.32 C 

ATOM 1581 CG PHE B 83 6.532 9.719 38.164 1.00 35.08 C 

ATOM 1582 CD1 PHE B 83 6.000 9.710 39.452 1.00 35.79 C 

ATOM 1583 CE1 PHE B 83 5.858 8.515 40.160 1.00 37.06 C 

ATOM 1584 CZ PHE B 83 6.250 7.309 39.580 1.00 35.12 C 

ATOM 1585 CE2 PHE B 83 6.780 7.305 38.297 1.00 34.32 C 



miE# 2004-3003867 



mm 2002-368112 



^-v: 81/ 




ATOM 


1586 


CD2 PHE B 


83 


6.919 


8.508 


37. 595 


1.00 35.78 


C 


ATOM 


1587 


C 


PHE B 


83 


4.736 


10. 807 


35. 904 


1.00 35.08 


C 


ATOM 


1588 


0 


PHE B 


83 


3.757 


10. 104 


36. 145 


1.00 35.20 


0 


ATOM 


1589 


N 


LEU B 


84 


5.300 


10. 888 


34. 703 


1.00 37.29 


N 


ATOM 


1590 


CA 


LEU B 


84 


4.827 


10. 126 


33. 552 


1.00 39.17 


C 


ATOM 


1591 


CB 


LEU B 


84 


5.018 


10. 947 


32. 273 


1.00 38.63 


C 


ATOM 


1592 


CG 


LEU B 


84 


4.592 


10.337 


30.934 


1.00 37.74 


c 


ATOM 


1593 


CD1 LEU B 


84 


3.086 


10. 104 


30.921 


1.00 36.04 


c 


ATOM 


1594 


CD2 LEU B 


84 


4.997 


11.274 


29.806 . 


1.00 35.51 


c 


ATOM 


1595 


C 


LEU B 


84 


5.663 


8.847 


33.485 


1.00 40.90 


c 


ATOM 


1596 


0 


LEU B 


84 


6.877 


8.911 


33.298 


1.00 40.46 


0 


ATOM 


1597 


N 


ARG B 


85 


5.014 


7.696 


33. 651 


1.00 43.31 


N 


ATOM 


1598 


CA 


ARG B 


85 


5.705 


6.404 


33.628 


1.00 46.39 


c 


ATOM 


1599 


CB 


ARG B 


85 


5.027 


5.426 


34. 582 


1.00 46.96 


c 


ATOM 


1600 


CG 


ARG B 


85 


5.722 


4.082 


34. 680 


1.00 47.76 


c 




[0 0 


6 5] 














ATOM 


1601 


CD 


ARG B 


85 


6.855 


4.137 


35.685 


1.00 50.67 


c 


ATOM 


1602 


NE 


ARG B 


85 


7.456 


2.829 


35.941 


1.00 52.88 


N 


ATOM 


1603 


CZ 


ARG B 


85 


6.776 


1.731 


36. 263 


1.00 55.13 


c 


ATOM 


1604 


NH1 ARG B 


85 


5.451 


1.761 


36.367 


1.00 55.46 


N 


ATOM 


1605 


NH2 ARG B 


85 


7.425 


0.598 


36.499 


1.00 54.74 


N 


ATOM 


1606 


C 


ARG B 


85 


5.710 


5.788 


32. 237 


1.00 48.35 


C 


ATOM 


1607 


0 


ARG B 


85 


6.766 


5.559 


31.646 


1.00 49.00 


0 


ATOM 


1608 


N 


LYS B 


86 


4.514 


5.500 


31.735 


1.00 49.68 


N 


ATOM 


1609 


CA 


LYS B 


86 


4.346 


4.913 


30.414 


1.00 50.77 


C 


A1UM 


lOlU 


CB 


LYS B 


QA 
OU 


A OOO 

4. Zyo 


o. oyu 


3fi e;91 


i fin ^fi 


r 


ATOM 


1611 


CG 


LYS B 


86 


5.499 


2.811 


31.242 


1.00 52.18 


C 


ATOM 


1612 


CD 


LYS B 


86 


5.446 


1.302 


31.337 


1.00 55.10 


c 


ATOM 


1613 


CE 


LYS B 


86 


6.667 


0.775 


32.067 


1.00 56.19 


c 
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*J : 82/ 



ATOM 


1614 


ATOM 


1615 


ATOM 


1616 


ATOM 


1617 


ATOM 


1618 


ATOM 


1619 


ATOM 


1620 


ATOM 


1621 


ATOM 


1622 


ATOM 


1623 


ATOM 


1624 


ATOM 


1625 


ATOM 


1626 


ATOM 


1627 


ATOM 


1628 


ATOM 


1629 


ATOM 


1630 


ATOM 


1631 


ATOM 


1632 


ATOM 


1633 


ATOM 


1634 


ATOM 


1635 


ATOM 


1636 


ATOM 


1637 


ATOM 


1638 


ATYHI 

AlUM 


lboy 


ATOM 


1640 


ATOM 


1641 


ATOM 


1642 



NZ LYS B 86 

C LYS B 86 

0 LYS B 86 

N ASN B 87 

CA ASN B 87 

CB ASN B 87 

CG ASN B 87 

0D1 ASN B . 87 

ND2 ASN B 87 

C ASN B 87 

0 ASN B 87 

N GLN B 88 

CA GLN B 88 

CB GLN B 88 

CG GLN B 88 

CD GLN B 88 

0E1 GLN B 88 

NE2 GLN B 88 

C GLN B 88 

0 GLN B 88 

N CYS B 89 

CA CYS B 89 

CB CYS B 89 

SG CYS B 89 

C CYS B 89 

0 CYS B 89 

N GLU B 90 

CA GLU B 90 

CB GLU B 90 



6. 681 -0. 709 

3.038 5.457 

2. 026 4. 760 

3. 072 6. 720 

1. 896 7. 397 

1. 362 6. 700 

2. 156 7. 048 

3.274 6.565 

1.587 7.905 

0.814 7.449 

-0.375 7.490 

1.235 7.437 

0.303 7.511 

-0. 030 6. 124 

-1.045 6.212 

-1.101 4.976 

-0. 099 4. 567 

-2. 285 4. 382 

0.882 8.350 

2. 079 8. 292 

0. 025 9. 129 

0.451 9.956 

-0.463 11.173 

-0.440 12.321 

0.417 9.134 

-0. 634 8. 637 

1.573 8.986 

1.662 8.234 

2. 663 7. 085 



32.134 1.00 

29.872 LOO 

29.839 1.00 

29.460 1.00 

28.939 1.00 
27.685 1.00 
26.445 1.00 
26.247 1.00 
25.605 1.00 
30.001 1.00 
29.688 1.00 
31.261 1.00 
32.380 1.00 

32.940 1.00 
34.090 1.00 
34.971 1.00 
35.561 1.00 
35.076 1.00 
33.512 1.00 
33.792 1.00 
34.161 1.00 
35.278 1.00 
35.441 1.00 
34.033 1.00 
36.557 1.00 
36.961 1.00 
37.187 1.00 
38.423 1.00 
38.283 1.00 



54.56 


N 


51.30 


C 


51.59 


0 


51.82 


N 


52.40 


C 


53.21 


C 


54.72 


C 


56.95 


0 


55.62 


N 


51.79 


C 


52.58 


0 


51.17 


N 


50. 52 


C 


50.99 


C 


52.80 


C 


55.25 


C 


54.92 


0 


55.03 


N 


49.33 


c 


48.79 


0 


48.09 


N 


47.25 


C 


47.96 


C 


52.30 


S 


45.36 


C 






42.70 


N 


41.56 


C 


41.43 


C 
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mm 2002-368112 ^-V 83/ 

ATOM 1643 CG GLU B 90 2.074 5.833 37.660 1.00 45.26 C 

ATOM 1644 CD GLU B 90 3.097 4.728 37.493 1.00 48.56 C 

ATOM 1645 0E1 GLU B 90 3.894 4.508 38.430 1.00 49.59 0 

ATOM 1646 0E2 GLU B 90 3.099 4.071 36.430 1.00 50.95 0 

ATOM 1647 C GLU B 90 2.075 9.146 39.564 1.00 40.06 C 

ATOM 1648 0 GLU B 90 2.608 10.234 39.347 1.00 39.58 0 

ATOM 1649 N THR B 91 1.809 8.697 40.781 1.00 37.76 N 

ATOM 1650 CA THR B 91 2.159 9.455 41.964 1.00 37.06 C 

ATOM 1651 CB THR B 91 0.922 10.101 42.610 1.00 37.34 C 

ATOM 1652 0G1THRB 91 0.602 11.308 41.908 1.00 37.99 0 

ATOM 1653 CG2THRB 91 1.180 10.428 44.069 1.00 36.87 C 

ATOM 1654 C THR B 91 2.815 8.524 42.956 1.00 35.97 C 

ATOM 1655 0 THR B 91 2.307 7.442 43.234 1.00 36.79 0 

ATOM 1656 N LYS B 92 3.961 8.942 43.470 1.00 34.66 N 

ATOM 1657 CA LYS B 92 4.670 8.141 44.442 1.00 34.25 C 

ATOM 1658 CB LYS B 92 5.930 7.526 43.823 1.00 35.39 C 

ATOM 1659 CG LYS B 92 6.573 6.473 44.724 1.00 40.91 C 

ATOM 1660 CD LYS B 92 7.770 5.797 44.073 1.00 47.37 C 

ATOM 1661 CE LYS B 92 8.295 4.668 44.950 1.00 49.29 C 

ATOM 1662 NZ LYS B 92 9.460 3.958 44.346 1.00 51.25 N 

ATOM 1663 C LYS B 92 5.047 9.016 45.624 1.00 32.07 C 

ATOM 1664 0 LYS B 92 5.201 10.229 45.492 1.00 31.59 0 

ATOM 1665 N ILE B 93 5.177 8.394 46.787 1.00 30.05 N 

ATOM 1666 CA ILE B 93 5.564 9.110 47.986 1.00 29.86 C 

ATOM 1667 CB ILE B 93 4.489 9.004 49.082 1.00 28.91 C 

ATOM 1668 CGI ILE B 93 3.221 9.726 48.619 1.00 29.22 C 

ATOM 1669 CD1 ILE B 93 2.075 9.651 49.590 1.00 33.59 C 

ATOM 1670 CG2 ILE B 93 5.006 9.615 50.381 1.00 31.24 C 

ATOM 1671 C ILE B 93 6.865 8.524 48.500 1.00 29.02 C 
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002-3681 12 

6.973 7.314 48.697 

7.855 9.389 48.683 

9.157 8.982 49.192 

10.268 9.380 48.223 

10.133 8.774 46.852 

11.342 9.469 45.713 

12.813 8.613 46.225 

9.386 9.693 50.519 

9.071 10.879 50.671 

9.938 8.962 51.477 

10.222 9.525 52.781 

9.664 8.653 53.915 

10.142 9.197 55.253 

8. 133 8. 611 53. 859 
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12.199 10.880 53.122 
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14.585 13.838 50.746 
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13.213 12.221 55.516 

14.250 10.213 55.550 

14.396 10.160 56.996 

14.563 8.703 57.446 
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12. 180 7. 884 57. 798 
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12. 107 7. 113 

11.116 8.464 

15.611 10.969 

16.664 10.901 

15.489 11.725 

16. 634 12. 522 

16. 143 13. 128 

14.649 12.996 

14.448 11.672 

17.848 11.616 

17.701 10.470 

19. 041 12. 124 
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22.477 12.021 
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60.013 1.00 
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60.575 1.00 

60.098 1.00 
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52.64 


0 


50.81 


N 


26.07 


C 


25.85 


0 


27.95 


N 


28.20 


C 


27.26 


C 


31.44 


c 


26.47 


c 


28.83 


c 


30.17 


0 


28.42 


N 


28. 17 


c 


26.53 


c 


28.73 


c 


30.28 


0 


30. 15 


N 


30.98 


C 


32.27 


C 


32.39 


0 


30. 10 


N 


28.93 


C 


29.35 


C 


17 . 7o 


n 
L 


27.81 


0 


27.63 


N 


27.52 


C 


27.31 


C 



mtE# 2004-3003867 



ATOM 


1729 


CG 


PRO B 


102 


ATOM 


1730 


CD 


PRO B 


102 


ATOM 


1731 


C 


PRO B 


102 


ATOM 


1732 


0 


PRO B 


102 


ATOM 


1733 


N 


GLY B 


103 


ATOM 


1734 


CA 


GLY B 


103 


ATOM 


1735 


C 


GLY B 


103 


ATOM 


1736 


0 


GLY B 


103 


ATOM 


1737 


N 


HIS B 


104 


ATOM 


1738 


CA 


HIS B 


104 


ATOM 


1739 


CB 


HIS B 


104 


ATOM 


1740 


CG 


HIS B 


104 


ATOM 


1741 


ND1 


HIS B 


104 


ATOM 


1742 


CE1 HIS B 


104 


ATOM 


1743 


NE2 HIS B 


104 


ATOM 


1744 


CD2 HIS B 


104 


ATOM 


1745 


C 


HIS B 


104 


ATOM 


1746 


0 


HIS B 


104 


ATOM 


1747 


N 


TYR B 


105 


ATOM 


1748 


CA 


TYR B 


105 


ATOM 


1749 


CB 


TYR B 


105 


ATOM 


1750 


CG 


TYR B 


105 


ATOM 


1751 


CD-I TYR B 


105 


ATOM 


1752 


CE1 TYR B 


105 


ATOM 


1753 


CZ 


TYR B 


105 


A1UM 


1/04 


OH 


TYR B 


1 AC 

100 


ATOM 


1755 


CE2 TYR B 


105 


ATOM 


1756 


CD2 TYR B 


105 


ATOM 


1757 


C 


TYR B 


105 



002-368112 

21.021 20.482 60.767 

21.980 19.317 60.785 

21.060 19.069 57.345 

22.233 19.265 57.034 

20.125 18.706 56.471 

20. 448 18. 533 55. 066 

20.925 17.135 54.711 

21.343 16.895 53.578 

20.857 16.218 55.672 

21.280 14.844 55.451 

22.481 14.536 56.334 

23.672 15.379 56.015 

24.690 14.942 55.196 

25.546 15.929 55.002 

25. 123 16. 987 55. 671 

23.956 16.669 56.318 

20.136 13.897 55.747 

19. 540 13. 953 56. 810 

19.836 13.022 54.795 

18.735 12.080 54.945 

17. 532 12. 543 54. 123 

17.107 13.974 54.357 

16.219 14.302 55.389 

15. 843 15. 621 55. 616 

16. 354 16. 636 54. 807 

15.977 17.950 55.020 

17.237 16.335 53.776 

17. 608 15. 007 53. 555 

19.106 10.698 54.451 
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20.104 10.514 53.763 

18.267 9.733 54.790 

18.438 8.364 54.333 

18.666 7.393 55.504 

17.607 7.541 56.463 

20.011 7.689 56.174 

17.126 8.029 53.635 

16.056 8.487 54.057 

17.214 7.253 52.561 

16.038 6.864 51.801 

15.924 7.714 50.537 

15.054 7.073 49.482 

13.708 6.794 49.738 

12.909 6.159 48.790 

13.459 5.792 47.571 

12.673 5.158 46.635 

14.796 6.060 47.292 

15.583 6.702 48.247 

16.061 5.388 51.420 

17.018 4.899 50.818 

14. 993 4. 681 51. 769 

14.877 3.259 51.470 

13.988 2.580 52.506 

13.351 1.451 51.940 

14.306 2.996 50.086 

13.296 3.581 49.703 

14.943 2.094 49.348 

14.487 1.751 48.007 

15.609 1.994 46.993 
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110 12.791 0.010 
110 12.247 -1.352 
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47.445 1.00 55.70 0 

48.379 1.00 57.97 N 
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42.818 1.00 70.26 N 
.42.377 1.00 69.17 C 
44.469 1.00 62.59 C 
44.615 1.00 63.03 0 
44.221 1.00 61.45 N 
44.101 1.00 60.38 C 
44.156 1.00 60.82 C 
44.399 1.00 62.59 0 
45.200 1.00 58.84 C 
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46.405 1.00 57.13 N 
47.530 1.00 55.12 C 
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22.003 


ATOM 


1842 


CA 


SER B 117 


22.379 


ATOM 


1843 


CB 


SER B 117 


23.787 



8 112 ^-v* : 89/ 



-2. 704 


48. 119 


1.00 53.27 


C 


-3. 378 


48.414 


1.00 52.87 


0 


-1.384 


48. 274 


1.00 51.27 


N 


-0. 654 


48. 827 


1.00 49.51 


C 


-0. 353 


47. 719 


1.00 50.16 


C 


0.344 


46.644 


1.00 48.59 


0 


0.647 


49.519 


1.00 48.18 


c 


1.183 


49. 296 


1.00 48.12 


0 


1. 133 


50.372 


1.00 46.06 


N 


2.383 


51.100 


1.00 44.42 


c 


2.237 


52. 606 


1.00 44.90 


c 


1.394 


53.322 


1.00 46.80 


c 


2.066 


53.435 


1.00 45.52 


c 


3.610 


53. 261 


1.00 46.02 


c 


3.412 


50. 480 


1.00 41.86 


c 


3.060 


49. 949 


1.00 41.37 


0 


4.681 


50. 534 


1.00 39.40 


N 


5.749 


49. 974 


1.00 36.16 


c 


6.413 


48. 783 


1.00 36.63 


c 


5.460 


47. 714 


1.00 37.67 


c 


5.892 


46.519 


1.00 41.47 


N 


4.847 


45.790 


1. 00 40. 60 


C 


3.752 


46. 466 


1.00 38.98 


N 


4.109 


47. 671 


1.00 39.98 


C 


6.810 


51.037 


1.00 33.97 


C 


b. yyi 


oi. yo*t 


i on 3? ■vz 


o 


7.498 


50. 908 


1.00 31.18 


N 


8.564 


51.828 


1.00 30.38 


C 


8.339 


52. 382 


1.00 28.97 


c 



aiSE# 2004-3003867 



#0 2002-368112 



^-v I 90/ 



ATOM 1844 OG SER B 117 23.801 7.236 53.268 1.00 35.19 0 

ATOM 1845 C SER B 117 22.336 9.840 51.009 1.00 28.86 C 

ATOM 1846 0 SER B 117 23.181 10.058 50.139 1.00 28.75 0 

ATOM 1847 N VAL B 118 21.344 10.677 51.293 1.00 27.21 N 

ATOM 1848 CA VAL B 118 21.139 11.920 50.555 1.00 24.78 C 

ATOM 1849 CB VAL B 118 19.634 12.130 50.259 1.00 24.46 C 

ATOM 1850 CGI VAL B 118 19.417 13.417 49.484 1.00 25.74 C 

ATOM 1851 CG2VALB 118 19.093 10.944 49.492 1.00 28.06 C 

ATOM 1852 C VAL B 118 21.644 13.155 51.281 1.00 24.11 C 

ATOM 1853 0 VAL B 118 21.399 13.338 52.469 1.00 23.10 0 

ATOM 1854 N SER B 119 22.346 14.011 50.551 1.00 23.66 N 

ATOM 1855 CA SER B 119 22.838 15.238 51.135 1.00 23.20 C 

ATOM 1856 CB SER B 119 24.342 15.125 51.435 1.00 23.15 C 

ATOM 1857 OG SER B 119 25.095 14.833 50.271 1.00 27.22 0 

ATOM 1858 C SER B 119 22.563 16.397 50.188 1.00 21.37 C 

ATOM 1859 0 SER B 119 22.489 16.216 48.978 1.00 20.94 0 

ATOM 1860 N VAL B 120 22.364 17.582 50.756 1.00 22.48 N 

ATOM 1861 CA VAL B 120 22.134 18.784 49.966 1.00 21.59 C 

ATOM 1862 CB VAL B 120 21.263 19.802 50.726 1.00 23.28 C 

ATOM 1863 CGI VAL B 120 21.150 21.090 49.926 1.00 20.40 C 

ATOM 1864 CG2VALB 120 19.861 19.218 50.963 1.00 23.55 C 

ATOM 1865 C VAL B 120 23.509 19.397 49.718 1.00 21.37 C 

ATOM 1866 0 VAL B 120 24.131 19.938 50.628 1.00 20.79 0 

ATOM 1867 N VAL B 121 23.990 19.297 48.488 1.00 20.82 N 

ATOM 1868 CA VAL B 121 25.299 19.838 48.147 1.00.18.66 C 

ATOM 1869 CB VAL B 121 25.717 19.392 46.738 1.00 19.78 C 

ATOM 1870 CGI VAL B 121 27.081 20.006 46.358 1.00 20.77 C 

ATOM 1871 CG2VALB 121 25.759 17.882 46.681 1.00 22.61 C 

ATOM 1872 C VAL B 121 25.274 21.362 48.192 1.00 18.80 C 



HitE# 2004-3003867 



ATOM 

XI x \Jal 


1873 


0 


VAL B 121 


ATOM 


1874 

XU l ^ 


N 


GLU B 122 


ATOM 

XV. I Will 


1875 


CA 


GLU B 122 


ATOM 


1876 


CB 


GLU B 122 


ATOM 


1877 


CG 


GLU B 122 


ATOM 

XI 1 WlVl 


1878 


CD 


GLU B 122 


ATOM 

rx X XJul 


1879 


0E1 


GLU B 122 


ATOM 

fx I VJui 


1880 


0E2 GLU B 122 


ATOM 

fx I \Jai 


1881 


C 


GLU B 122 


ATOM 

ix 1 VJiVl 


1882 


0 


GLU B 122 


ATOM 

IX I V/1V1 


1883 


N 


ALA B 123 


ATOM 

IX 1 \JUl 


1884 


CA 


ALA B 123 


ATOM 

rx x \jiu 


1885 


CB 


ALA B 123 


ATOM 

IX I Will 


1886 


C 


ALA B 123 


ATOM 

IX I V/1V1 


1887 


0 


ALA B 123 


ATOM 


1888 


N 


ASN B 124 


ATOM 


1889 


CA 


ASN B 124 


ATOM 

XI 1 will 


1890 


CB 


ASN B 124 


ATOM 

XI 1 V/iVi 


1891 


CG 


ASN B 124 


ATOM 

XI 1 v/lTl 


1892 


0D1 ASN B 124 


ATOM 

XI 1 V/lvl 


1893 


ND2 ASN B 124 


ATOM 

XI X V/lil 


1894 


C 


ASN B 124 


ATOM 

XI X V/iU 


1895 


0 


ASN B 124 


ATOM 

XI X V/lVi 


1896 


N 


TYR B 125 


ATOM 


1897 


CA 


TYR B 125 


ATOM 


1898 


CB 


TYR B 125 


ATOM 


1899 


CG 


TYR B 125 


ATOM 


1900 


CD1 TYR B 125 



[0 0 6 8] 



002-368112 

26.117 22.005 48.825 
24.285 21.931 47.524 
24.139 23.376 47.447 
25.021 23.914 46.321 
25.154 25.410 46.270 
26.095 25.847 45.169 
25.625 26.400 44.154 
27.311 25.618 45.314 
22.684 23.665 47.132 
22.026 22.865 46.460 
22.177 24.805 47.593 
20.780 25.130 47.333 
19.876 24.114 48.050 
20.361 26.545 47.714 
20.909 27.143 48.633 
19.380 27.056 46.975 
18.770 28.374 47.181 
19.054 29.306 46.003 
18.413 30.663 46.180 
17.257 30.770 46.594 
19.158 31.715 45.854 
17.288 28.034 47.191 
16.723 27.733 46.149 
16.657 28.088 48.359 
15.259 27.704 48.475 
14.801 27.806 49.934 
15.077 29.124 50.607 
14.295 30.247 50.338 



^-vl 91/ 



1.00 15.52 


0 


1.00 18.78 


N 


1.00 20.84 


C 


1.00 20.82 


C 


1.00 23.89 


C 


1.00 28.52 


C 


1.00 31.82 


0 


1.00 29.06 


0 


1.00 20.92 


C 


1.00 20.92 


0 


1.00 22.15 


N 


1.00 23.57 


C 


1.00 21.65 


C 


1.00 24.94 


C 


1.00 27.17 


0 


1.00 25.25 


N 


1.00 25.20 


C 


1.00 25.23 


C 


1.00 29.26 


C 


1.00 26.62 


0 


1.00 32.85 


N 


1.00 23.20 


C 


1.00 21.33 


0 


1.00 23.13 


N 


1 AA OA AA 




1.00 25.22 


c 


1.00 28.94 


c 


1.00 31.58 


c 



ffiSE# 2004-3003867 



mm 2 



ATOM 

ill Ulu 


1Q01 

XZ/\J X 


CE1 TYR B 125 


ATOM 
il i \Jm 


1902 


CZ TYR B 125 

\jtU X XXV XJ A-Lj\J 


ATOM 


1903 


OH TYR B 125 

\Jl V X XXV XJ Xwvy 


ATOM 

il 1 V/iVl 


1904 


CE2 TYR B 125 

L-i X XXV XJ X *rf KJ 


ATOM 

ill vim 


1905 


CD2 TYR B 125 

\jXJ W X XXV XJ X LJ\J 


ATOM 

ill \Jm 


1906 


C TYR B 125 

\J X XXV XJ X.L*l\J 


ATOM 

il 1 v/iVl 


1907 

xz/vj i 


0 TYR B 125 

\J X XXV XJ X vJ 


ATOM 

nlviu 


1908 


N ASP B 126 

11 XXxJX XJ X U \J 


ATOM 

il 1 \Jm 


1909 

XZ/KJZJ 


CA ASP B 126 

Vil XX wX XJ X L-i \J 


ATOM 


1910 

XV X\J 


CR ASP B 126 

\jXJ XXvJX XJ X t-l\J 


ATOM 


1911 

XU XX 


CG ASP B 126 

V/VJ XJLWX XJ A«U 


ATOM 

il 1 vilYl 


1912 

XU X&4 


0D1 ASP B 126 

\JXJ X IXwX XJ X w \J 


ATOM 
il l v/ivi 


1913 

X Z? XxJ 


0D2 ASP B 126 

\JXJLJ XlvJX XJ X.&4V/ 


ATOM 

il 1 KJLU 


1914 

XU x*± 


C ASP B 126 

V/ XXvJX XJ X CJ\J 


ATOM 

il 1 \Jm 


1915 

XZ/ X^J 


0 ASP B 126 

VS XXWX XJ lwu 


ATOM 

il 1 VJlU 


1916 

XZ7 X\J 


N GLU B 127 

1 1 VJX>\J XJ X£^ 1 


ATOM 
il 1 v/ivi 


1917 

XZ/ X i 


CA GLU B 127 

V/IX VJXvVJ X/ X tJ 1 


ATOM 

il i v/ivi 


1918 

XZt XV 


CB GLU B 127 

WXJ VIX-/V/ XJ J.t-1 1 


ATOM 

ill xJm. 


1919 

XZ/ XZ/ 


CG GLU B 127 

V/VJ VJX-/\J XV X W 1 


ATOM 

ill \Jal 


1920 


CD GLU B 127 

\JXJ \XXu\J XJ X.LJ f 


ATOM 

ill \Jai 


1921 

X ZJ Li X 


0E1 GLU B 127 

\JXiJ X \JUU XV X £_/ J 


ATOM 

il 1 V/IVI 


1922 

X Zl LjCj 


0E2 GLU B 127 

\JxLjCj \jXj\J XJ A.LJ i 


ATOM 

il 1 v/LVl 


1923 

XZ) U\J 


C GLU B 127 


ATOM 

il 1 v/lu 


1924 


0 GLU B 127 

\J \J±J\J XJ X CJ § 


ATOM 

ill v/lu 


1925 


N TYR B 128 

il X XXV XJ 1«U 


ATOM 


1926 


CA TYR B 128 


ATOM 


1927 


CB TYR B 128 


ATOM 


1928 


CG TYR B 128 


ATOM 


1929 


CD1 TYR B 128 



002-368112 

14.559 31.469 50.950 
15.616 31.568 51.836 
15.909 32.776 52.421 
16.404 30.462 52.123 
16.131 29.252 51.508 
14.253 28.380 47.551 

13.123 27.909 47.424 
14.652 29.468 46.900 
13.753 30.150 45.976 
13.891 31.668 46.068 
13.295 32.230 47.316 
12.139 31.869 47.625 
13.985 33.038 47.974 
14.072 29.764 44.554 
13.380 30.180 43.624 

15.124 28.983 44.365 
15.502 28.628 43.011 
16.654 29.531 42.536 
16.297 31.019 42.467 
17.396 31.871 41.838 
17.852 31.547 40.719 
17.799 32.875 42.459 
15.870 27.184 42.745 
15.350 26.594 41.805 
16.751 26.603 43.554 
17.169 25.240 43.274 
18.173 25.266 42.126 
19.509 25.847 42.552 
20.464 25.047 43.182 



^?-v : 92/ 



1.00 34.01 


C 


1.00 34.12 


C 


1.00 38.52 


0 


1.00 34.39 


C 


1.00 30.83 


C 


1.00 24.08 


C 


1.00 22.03 


0 


1.00 23.69 


N 


1.00 24.21 


c 


1.00 25.29 


c 


1.00 26.34 


c 


1.00 29.25 


0 


1.00 27.99 


0 


1.00 25.46 


c 


1.00 26.59 


0 


1.00 24.21 


N 


1.00 25.61 


c 


1.00 25.52 


c 


1.00 32.98 


c 


1.00 39.11 


c 


1.00 41.53 


0 


1.00 44.56 


0 


1.00 23.89 


c 


1.00 23.89 


0 


1.00 23.39 


N 


i an 99 09 


r 
\j 


1.00 21.87 


C 


1.00 24.09 


C 


1.00 22.01 


C 



aJSE# 2004-3003867 



mm 2 



ATOM 




CE1 TYR B 128 


ATOM 

A 1 Will 




CZ 


TYR B 128 


ATOM 
xi i \jiu 


1932 


OH 


TYR B 128 


ATOM 

ill \Jai 


1933 


CE2 TYR B 128 


ATOM 

ill v/JJl 


1934 


CD2 TYR B 128 


ATOM 

xl 1 yjiu 


1935 


C 


TYR B 128 


ATOM 

Xl 1 VllI 


1936 


0 


TYR B 128 


ATOM 


1937 


N 


ALA B 129 


ATOM 

xl 1 vivi 


1938 


CA 


ALA B 129 


ATOM 

xl 1 Will 


1939 

X. ZfOZJ 


CB 


ALA B 129 


ATOM 

Xl 1 W1V1 


1940 


C 


ALA B 129 


ATOM 


1941 

J. C/*± J. 


0 


ALA B 129 


ATOM 


1942 


N 


LEU B 130 


ATOM 

xV X 


1943 


CA 


LEU B 130 


ATOM 

n. a wivi 


1944 

J- Cxi 


CB 


LEU B 130 


ATOM 

xl 1 V/iYl 


1945 


CG 


LEU B 130 


ATOM 


1946 


CD1 LEU B 130 


ATOM 


1947 


CD2 LEU B 130 


ATOM 


1948 


C 


LEU B 130 


ATOM 

XI I \Jal 


1949 


0 


LEU B 130 


ATOM 

xl 1 V/1V1 


1950 


N 


LEU B 131 


ATOM 

xl 1 W1Y1 


1951 


CA 


LEU B 131 


ATOM 

xl 1 VJiVi 


1952 


CB 


LEU B 131 


ATOM 

Xl 1 V/lVi 


1953 


CG 


LEU B 131 


ATOM 

Xll V/ui 


1954 


CD1 LEU B 131 


ATOM 


1955 


CD2 LEU B 131 


ATOM 


1956 


C 


LEU B 131 


ATOM 


1957 


0 


LEU B 131 


ATOM 


1958 


N 


PHE B 132 



002-368112 

21.647 25,578 43.659 
21.900 26.927 43.511 
23.079 27.431 43.998 
20.979 27.755 42.885 
19.785 27.210 42.405 
17.790 24.506 44.452 
18.143 25.101 45.464 
17.939 23.196 44.280 
18.523 22.326 45.281 
17.429 21.691 46.143 
19.300 21.251 44.546 
18.751 20.543 43.704 
20.588 21.154 44.858 
21.465 20.166 44.250 
22.806 20.807 43.893 
23.789 19.994 43.047 
23.151 19.653 41.706 
25.075 20.800 42.840 
21.670 19.060 45.276 
22.287 19.285 46.322 
21.142 17.873 44.982 
21.259 16.741 45.894 
19.907 16.062 46.097 
18.654 16.817 46.533 
17.598 15.779 46.854 
18.909 17.681 47.747 
22.238 15.681 45.406 
22.398 15.454 44.199 
22.894 15.035 46.362 



^-v : 93/ 



1.00 24.98 


C 


1. 00 26. 66 


C 


1.00 30.76 


0 


1.00 29.10 


C 


1.00 23.51 


C 


1.00 22.50 


C 


1.00 23.17 


0- 


1.00 23.06 


N 


1.00 22.00 


C 


1.00 22.73 


C 


1.00 23.97 


C 


1. 00 23.33 


0 


1.00 23.49 


N 


1.00 24.77 


c 


1.00 24.15 


c 


1.00 30.51 


c 


1.00 30.79 


c 


1.00 28.10 


c 


1.00 24.21 


c 


1.00 25.91 


0 


1.00 24.62 


N 


1.00 24.99 


C 


1.00 23.32 


C 


1.00 27.65 


C 


1.00 27.12 


c 


1 f\f\ OA 59 

1.00 Z4. oo 


p 


1.00 26.69 


c 


1.00 27.32 


0 


1.00 26.02 


N 



miiE# 2004-3003867 




ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 



#12 0 



1959 
j. \j \j \j 


CA 


PHE B 132 


1960 


CB 


PHE B 132 


1961 

-L *J \J J- 


CG 


PHE B 132 


1962 


CD1 


PHE B 132 


1963 


CE1 


PHE B 132 


1964 


CZ 


PHE B 132 


1965 

>L sS \J KJ 


CE2 


PHE B 132 


1966 

-L v/ V V 


CD2 


PHE B 132 


1967 


c 


PHE B 132 


1968 


o 


PHE B 132 

X 1 * * * X-/ ^VXrf 


1969 


•N 


SER B 133 


1970 


CA 


SER B 133 


1971 


CB 


SER B 133 

WmIV x^ <x 


1972 


OG 


SER B 133 


1973 


c 


SER B 133 


1974 


o 


SER B 133 


1975 


N 


ARG B 134 


1976 


CA 


ARG B 134 


1977 


CB 


ARG B 134 


1978 


CG 


ARG B 134 


1979 


CD 


ARG B 134 


1980 


NE 


ARG B 134 


1981 


CZ 


ARG B 134 


1982 


NH1 ARG B 134 


1983 


NH2 ARG B 134 


1984 


C 


ARG B 134 


1985 


0 


ARG B 134 


1986 


N 


GLY B 135 


1987 


CA 


GLY B 135 



02-368112 

23.820 13.969 46.052 
25.237 14.305 46.493 
26.221 13.193 46.239 
26.596 12.860 44.933 
27.476 11.805 44.686 
27.992 11.071 45.751 
27.629 11.392 47.057 
26.746 12.452 47.296 
23.345 12.750 46.807 
23.065 12.816 48.001 
23.231 11.640 46.099 
22.802 10.401 46.714 
21.440 9.993 46.170 
21.074 8.721 46.675 
23.820 9.294 46.446 
24.303 9.123 45.326 
24.169 8.559 47.487 
25.104 7.465 47.334 
26.446 7.788 48.007 
26.345 8.228 49.450 
27.377 9.305 49.764 
27.331 9.725 51.162 
27.740 8.970 52.176 
28.229 7.757 51.945 
27.659 9.418 53.420 
24.479 6.221 47.930 
23.870 6.268 49.002 
24.603 5.119 47.198 
24.066 3.846 47.642 



^->>: 94/ 



1.00 26.25 


C 


1.00 26.48 


C 


1.00 30.21 


C 


1.00 33.16 


C 


1.00 34.30 


C 


1.00 34.39 


C 


1.00 36.12 


C 


1.00 32.16 


C 


1.00 26.32 


C 


1.00 27.04 


0 


1.00 27.21 


N 


1.00 30.77 


C 


1.00 30.65 


C 


1.00 36.04 


0 


1.00 32.06 


c 


1.00 32.43 


0 


1.00 33.25 


N 


1.00 35.64 


c 


1.00 34.49 


C 


1.00 37.30 


C 


1.00 38.87 


C 


1.00 39.78 


N 


1.00 39.69 


C 


1.00 42.68 


N 


1.00 36.98 


N 


1 AA OC. A A 

1.00 36.40 




1.00 35.15 


0 


1.00 38.19 


N 


1.00 41.62 


C 
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#® 2002-368112 



^-v> : 95/ 



ATOM 


1988 


c 


GLY 


B 


135 


25. 098 


2.763 


47. 406 


1.00 44.13 


C 


ATOM 


1989 


0 


GLY 


B 


135 


26. 115 


2.998 


46. 753 


1.00 42 97 


o 


ATOM 


1990 


N 


THR 


B 


136 


24.844 


1.571 


47. 931 


1.00 47.49 


N 


ATOM 


1991 


CA 


THR 


B 


136 


25. 777 


0.471 


47. 764 


1.00 50.61 


c 


ATOM 


1992 


CB 


THR 


B 


136 


27. 029 


0.670 


48. 632 


1.00 51.09 


c 


ATOM 


1993 


0G1 THR 


B 


136 


27. 838 


-0. 514 


48. 580 


1.00 52.66 


0 


ATOM 


1994 


CG2 THR 


B 


136 


26. 635 


0. 975 


50. 071 


1.00 52.23 


c 


ATOM 


1995 


C 


THR 


B 


136 


25. 148 


-0. 858 


48. 131 


1.00 52.28 


c 


ATOM 


1996 


0 


THR 


B 


136 


24.947 


-1. 158 


49. 306 


1.00 52.60 


0 


ATOM 


1997 


N 


LYS 


B 


137 


24. 830 


-1.651 


47. 114 


1 00 53 62 


N 


ATOM 


1998 


CA 


LYS 


B 


137 


24. 238 


-2. 964 


47. 327 


1.00 54.93 


c 


ATOM 


1999 


CB 


LYS 


B 


137 


23.811 


-3. 563 


45. 986 


1.00 55.60 


c 


ATOM 


2000 


CG 


LYS 


B 


137 


22. 315 


-3. 750 


45.819 


1.00 56.78 


c 




[0 0 


6 9] . 
















ATOM 


2001 


CD 


LYS 


B 


137 


21.977 


-4.167 


44.384 


1.00 58.70 


c 


ATOM 


2002 


CE 


LYS 


B 


137 


22. 698 


-5.457 


43. 978 


1.00 58.92 


c 


ATOM 


2003 


NZ 


LYS 


B 


137 


22. 598 


-5. 762 


42. 517 


1.00 58.82 


N 


ATOM 


2004 


C 


LYS 


B 


137 


25. 245 


-3.890 


48. 007 


1.00 55.28 


c 


ATOM 


2005 


0 


LYS 


B 


137 


24. 880 


-4.940 


48. 531 


1.00 55.22 


0 


ATOM 


2006 


N 


GLY 


B 


138 


26.515 


-3. 490 


47. 978 


1.00 55.65 


N 


ATOM 


2007 


CA 


GLY 


B 


138 


27. 573 


-4.277 


48.584 


1.00 55.72 


c 


ATOM 


2008 


C 


GLY 


B 


138 


28.934 


-3. 779 


48. 145 


1.00 55.93 


c 


ATOM 


2009 


0 


GLY 


B 


138 


29.019 


-2. 852 


47. 334 


1.00 55.96 


o 


ATOM 


2010 


N 


PRO 


B 


139 


30. 021 


-4.374 


48. 662 


1.00 55.62 


N 


ATOM 


2011 


CA 


PRO 


B 


139 


31.381 


-3. 969 


48. 309 


1.00 55.42 


c 


AluM 


ZU1Z 


CB 


PRO 


■n 

r> 


1 OA 


OO OCA 

JZ. 250 


-4. 922 


49. 125 


1 AA CC OO 

1.00 55.83 


c 


ATOM 


2013 


CG 


PRO 


B 


139 


31.413 


-5. 209 


50.321 


1.00 55.60 


c 


ATOM 


2014 


CD 


PRO 


B 


139 


30. 048 


-5.415 


49. 701 


1.00 55.87 


c 


ATOM 


2015 


C 


PRO 


B 


139 


31.682 


-4.044 


46. 819 


1.00 54.93 


c 



mSE# 2004-3003867 



#^2 



ATOM 
AlUM 


901 fi 


0 
u 


PRO R 1SQ 

1 X\\J D 1JJ 


ATOM 
AlUM 


9017 


N 


fjv R 140 


ATOM 
AlUM 


901 £ 

cAJXO 


v/xl 


flTY R 14-0 


ATOM 
AlUM 


901 Q 


r 
u 


flTY R 140 


ATOM 
Al Urn 


9090 


u 


OTY R 140 

VJJLvl O JL*xU 


ATOM 
AlUM 


9091 


N 


GTJJ R 141 


AlUM 


9099 


fA 


GTJN R 141 


ATOM 

AlUM 


909? 


CB 


GLN B 141 


ATOM 


9094 


CG 


GLN B 141 


ATOM 
AlUM 


909^ 


CD 


GLN B 141 


ATOM 

AlUM 


9096 


0E1 GLN B 141 


ATOM 

AlUM 


9097 


NE2 GLN B 141 


ATOM 

AlUM 


909R 


C 


GLN B 141 


ATOM 
A 1 UM 


909Q 


0 


GLN B 141 


ATOM 

AlUM 


9030 


N 


ASN B 142 


ATOM 

A 1 Um 


9031 


CA 


ASN B 142 


ATOM 

A 1 Urn 


9039 


CB 


ASN B 142 


ATOM 
A 1 UM 


9033 


CG 


ASN B 142 


ATOM 

AlUM 


9034 


0D1 ASN B 142 


ATOM 

AlUM 


903^ 


ND2 ASN B 142 


ATOM 

A 1 UM 


903fi 


C 


ASN B 142 


ATOM 


9037 


0 


ASN B 142 


ATOM 
A 1 Um 


903R 

6VDO 


N 


PHE B 143 


ATOM 

AlUM 


903Q 


CA 


PHE B 143 


ATOM 
AlUM 


9040 


CB 


PHE B 143 


ATOM 


2041 


CG 


PHE B 143 


ATOM 


2042 


CD1 PHE B 143 


ATOM 


2043 


CE1 PHE B 143 


ATOM 


2044 


CZ 


PHE B 143 



002-368112 

32.059 -5.092 46.298 
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30.527 -2.585 43.913 
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21.893 2.813 44.673 

23.029 2.503 43.940 

25.991 5.110 43.420 

25.731 5.308 44.607 

26.143 6.090 42.537 

26.013 7.494 42.902 

27. 356 8. 201 42. 737 

28.516 7.552 43.461 

29.802 8.273 43.113 

30. 956 7. 704 43. 796 

32.207 8.103 43.596 

32.461 9.076 42.732 

33.202 7.525 44.254 

24.985 8.207 42.025 

24.860 7.913 40.835 

24.260 9.157 42.605 

23.270 9.900 41.842 

21.907 9.224 41.957 

20.805 10.000 41.282 

19.260 9.102 41.257 
18.612 9.475 42.864 
23.146 11.371 42.239 
22.959 11.707 43.413 

23.261 12.241 41.241 
23.136 13.681 41.429 
24.231 14.409 40.666 
21.765 14.101 40.904 
21.378 13.743 39.792 
21.034 14.858 41.712 
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mm 2 0 0 2-3 6 8 1 1 2 ^- v> : 98/ 

ATOM 2074 CA THR B 147 19.707 15.320 41.335 1.00 24.43 C 

ATOM 2075 CB THR B 147 18.635 14.690 42.225 1.00 24.48 C 

ATOM 2076 0G1 THR B 147 18.895 13.287 42.346 1.00 28.38 0 

ATOM 2077 CG2 THR B 147 17.255 14.891 41.617 1.00 24.67 C 

ATOM 2078 C THR B 147 19.606 16.837 41.464 1.00 23.63 C 

ATOM 2079 0 THR B 147 20.044 17.422 42.462 1.00 22.67 0 • 

ATOM 2080 N LEU B 148 19.033 17.472 40.448 1.00 22.08 N 

ATOM 2081 CA LEU B 148 18.861 18.919 40.465 1.00 21.25 C 

ATOM 2082 CB LEU B 148 19.545 19.556 39.255 1.00 22.23 C 

ATOM 2083 CG LEU B 148 19.335 21.066 39.029 1.00 23.35 C 

ATOM 2084 CD1 LEU B 148 19.992 21.874 40.123 1.00 24.17 C 

ATOM 2085 CD2 LEU B 148 19.920 21.453 37.696 1.00 25.57 C 

ATOM 2086 C LEU B 148 17.383 19.275 40.467 1.00 20.22 C 

ATOM 2087 0 LEU B 148 16.664 18.997 39.510 1.00 19.83 0 

ATOM 2088 N TYR B 149 16.937 19.865 41.567 1.00 20.43 N 

ATOM 2089 CA TYR B 149 15.552 20.297 41.715 1.00 21.42 C 

ATOM 2090 CB TYR B 149 15.058 20.016 43.132 1.00 22.01 C 

ATOM 2091 CG TYR B 149 14.633 18.591 43.344 1.00 23.22 C 

ATOM 2092 CD1 TYR B 149 13.435 18.123 42.820 1.00 27.87 C 

ATOM 2093 CE1 TYR B 149 13.022 16.814 43.019 1.00 29.19 C 

ATOM 2094 CZ TYR B 149 13.815 15.955 43.746 1.00 30.82 C 

ATOM 2095 OH TYR B 149 13.394 14.659 43.937 1.00 37.77 0 

ATOM 2096 CE2 TYR B 149 15.020 16.390 44.277 1.00 30.92 C 

ATOM 2097 CD2 TYR B 149 15.423 17.705 44.075 1.00 27.50 C 

ATOM 2098 C TYR B 149 15.482 21.789 41.434 1.00 21.29 C 

ATOM 2099 0 TYR B 149 16.435 22.530 41.707 1.00 20.13 0 

ATOM 2100 N SERB 150 14.350 22.223 40.895 1.00 21.81 N 
[0 0 7 0] 

ATOM 2101 CA SERB 150 14.144 23.623 40.557 1.00 22.08 C 
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14.355 23.807 39.050. 

14.148 25.147 38.655 

12.745 24.116 40.946 

11.767 23.378 40.830 

12.659 25.360 41.411 
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11.394 24.614 34.100 

11.876 23.755 33.368 

11.802 25.877 34.100 

12.862 26.341 33.217 

12.584 27.772 32.722 

11.270 27.831 32.153 
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15.249 25.956 33.319 
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1.00 41.76 
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ATOM 


37 
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1.408 


-25. 659 


54. 120 


1.00 37.74 
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-0. 808 


-25. 976 


54. 297 


1.00 40.27 
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-0. 935 


-26. 728 
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1.00 39.95 
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40 
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-2. 220 


-27. 572 


53. 057 


1.00 41.46 


A 


ATOM 


41 


CG 


LYS A 


38 


-2. 305 


-28. 608 


54. 160 


1.00 43.07 
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-1. 357 


-29. 759 


53.888 


1.00 49.21 
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-1. 457 


-30. 840 
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N 
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142 


CA 
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ATOM 


143 


CB 


ASN A 


51 



-4. 012 -20. 698 35. 977 1. 00 46. 81 A 
-5. 166 -18. 623 35. 296 1. 00 45. 28 A 
-5.489 -18.639 34.113 1.00 48.63 A 
-5. 930 -18. 104 36. 246 1. 00 45. 61 A 
-7. 205 -17. 51 1 35. 910 1. 00 43. 75 A 
-7. 329 -16. 131 36. 505 1. 00 43. 31 A 

-6.677 -15.803 37.485 LOO 44.49 A 

-8. 170 -15. 313 35. 901 1. 00 43. 33 A 

-8. 396 -13. 968 36. 384 1. 00 43. 41 A 

-7.227 -13.074 36.001 1.00 40.63 A 

-6. 373 -12. 435 37. 103 1. 00 40. 99 A 

-5. 1 12 -11. 878 36. 455 1. 00 38. 94 A 

-7. 127 -11. 320 37. 839 1. 00 39. 06 A 

-9. 675 -13. 458 35. 741 1. 00 46. 49 A 

-9.966 -13.752 34.577 1.00 47.60 A 

-10. 442 -12. 706 36. 515 1. 00 49. 82 A 

-11.687 -12.128 36.043 1.00 54.89 A 

-12. 791 -13. 149 36. 156 1. 00 54. 30 A 

-11.976 -10.916 36.928 1.00 58.99 A 

-12.011 -11.043 38. 155 1.00 61.81 A 

-12. 182 -9. 745 36. 326 1. 00 62. 36 A 

-12. 445 -8. 550 37. 123 1. 00 66. 74 A 

-11.118 -7.939 37.577 1.00 65.83 A 

-11.334 -6.795 38.386 1.00 63.09 A 

13. 284 -7. 461 36. 456 1. 00 70. 85 A 

13.550 -7.511 35.252 1.00 71.11 A 

13.692 -6.480 37.266 1.00 75.09 A 

14. 481 -5. 331 36. 819 1. 00 79. 23 A 

15. 582 -4. 964 37. 824 1. 00 81. 26 A 
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-7. 216 
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CG 
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-3. 669 
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CD1 


TRP A 


54 


-4. 160 
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54 


-5. 241 
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-3. 835 



-6. 168 


38. 435 
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37. 730 
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39. 762 


1. 00 83. 95 
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-4. 137 


36. 751 


1. 00 81. 34 
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-3. 120 


36. 127 


1.00 82.27 
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-4. 264 


37. 428 


1. 00 83. 15 
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-3. 205 


37. 484 


1.00 86.71 


A 


-3. 725 


38. 142 


1. 00 88. 84 


A 


-4. 259 


39. 423 


1.00 94.06 


A 


-2. 632 


36. 125 


1. 00 88. 19 


A 


-3. 363 


35. 214 


1.00 88.95 
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35. 989 


1. 00 90. 75 
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34.740 


1. 00 93. 53 
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34.888 


1.00 94.58 
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1.345 


35. 985 


1.00 94.06 
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-1. 034 


34. 485 


1.00 94.71 
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-1.288 


33. 350 


1.00 94.70 
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-1. 077 


35. 573 


1.00 95.46 
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-1. 439 
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1. 00 96. 17 
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A 
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C 


GLU A 


57 


-6.272 


-2. 991 


30.055 


1. 00 88. 82 


A 


ATOM 


205 


0 


GLU A 


57 


-6. 254 


-3.885 


29.207 


1. 00 89. 63 


A 


ATOM 


206 


N 


ALA A 


58 


-5. 358 


-2. 871 


31.011 


1. 00 87. 18 


A 


ATOM 


207 


CA 


ALA A 


58 


-4. 222 


-3. 777 


31. 124 


1. 00 86. 44 


A 


ATOM 


208 


CB 


ALA A 


58 


-3. 286 


-3. 285 


32. 226 


1. 00 85. 99 


A 


ATOM 


209 


C 


ALA A 


58 


-4. 621 


-5. 233 


31.389 


I. 00 84. 70 


A 


ATOM 


210 


0 


ALA A 


58 


-4. 558 


-5. 702 


32. 525 


1. 00 85. 72 


A 


ATOM 


211 


N 


LYS A 


59 


-5. 030 


-5. 946 


30. 343 


1. 00 81. 60 


A 


ATOM 


212 


CA 


LYS A 


59 


-5. 408 


-7. 347 


30.486 


1. 00 78. 55 


A 


ATOM 


213 


CB 


LYS A 


59 


-6. 926 


-7. 496 


30. 586 


1. 00 77. 93 


A 


ATOM 


214 


CG 


LYS A 


59 


-7. 698 


-6.993 


29. 391 


1. 00 78. 22 


A 


ATOM 


215 


CD 


LYS A 


59 


-9. 189 


-6.930 


29. 701 


1.00 79.39 


A 


ATOM 


216 


CE 


LYS A 


59 


-9. 760 


-8. 287 


30. 103 


1. 00 79. 68 


A 


ATOM 


217 


NZ 


LYS A 


59 


-9.769 


-9.276 


28.990 


1.00 78.25 


A 


ATOM 


218 


C 


LYS A 


59 


-4.880 


-8. 157 


29. 317 


1. 00 78. 12 


A 


ATOM 


219 


0 


LYS A 


59 


-5.082 


-9. 366 


29. 245 


1.00 77.03 


A 


ATOM 


220 


N 


ALA A 


60 


-4. 202 


-7. 479 


28.399 


1. 00 78. 69 


A 


ATOM 


221 


CA 


ALA A 


60 


-3. 617 


-8. 137 


27. 239 


1.00 78. 11 


A 


ATOM 


222 


CB 


ALA A 


60 


-3. 852 


-7. 306 


25. 987 


1. 00 77. 68 


A 


ATOM 


223 


C 


ALA A 


60 


-2. 122 


-8. 287 


27. 506 


1.00 78.00 


A 


ATOM 


224 


0 


ALA A 


60 


-1. 389 


-8. 895 


26.722 


1. 00 79. 90 


A 


ATOM 


225 


N 


VAL A 


61 


-1. 683 


-7. 729 


28.629 


1.00 76.44 


A 


ATOM 


226 


CA 


VAL A 


61 


-0.280 


-7. 787. 


29. 023 


1. 00 74. 53 


A 


ATOM 


227 


CB 


VAL A 


61 


0.300 


-6. 361 


29. 167 


1.00 73.76 


A 


ATOM 


228 


CGI VAL A 


61 


0. 258 


-5.657 


27. 824 


1.00 74.36 


A 


ATOM 


229 


CG2 VAL A 


61 


-0.497 


-5.570 


30. 199 


1.00 71.91 


A 


ATOM 


230 


C 


VAL A 


61 


-0. 102 


-8. 549 


30.340 


1.00 72.77 


A 
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ATOM 


231 


0 


VAL A 


ATOM 


232 


N 


LEU A 


ATOM 


233 


CA 


LRU A 


ATOM 


234 


V/O 


LRU A 


ATOM 


935 




I FIJ A 


ATOM 


LOO 


v/JL/ 1 


T RH A 


ATOM 
i\i una 


937 


P09 


I Fil A 


ATOM 


93ft 


c 


T F1I A 


ATOM 


93Q 


0 


LEU A 


ATOM 




N 


TYR A 


ATOM 


941 


CA 


TYR A 


ATOM 


949 


CB 


TYR A 


ATOM 


943 


CG 


TYR A 


ATOM 


944 


CD1 


TYR A 


ATOM 


945 


CE1 TYR A 


ATOM 


946 


CD2 TYR A 


ATOM 


947 


CE2 TYR A 


ATOM 


94ft 


CZ 


TYR A 


ATOM 


94Q 


OH 


TYR A 


ATOM 


950 


C 


TYR A 


ATOM 


951 


O 


TYR A 


ATOM 


9K9 


N 


MET A 


ATOM 


253 


CA 


MET A 


ATOM 


254 


CB 


MET A 


ATOM 


255 


CG 


MET A 


ATOM 


256 


SD 


MET A 


ATOM 


257 


CE 


MET A 


ATOM 


258 


C 


MET A 


ATOM 


259 


0 


MET A 



61 


0. 669 


62 


-0. 829 


62 


-0 752 


62 




62 


-2 228 


62 


-1 076 


69 


-2 319 


69 


-0 555 


69 


-1 413 


63 


0 600 

v. uvv 


63 


0 922 


63 


2 378 


63 


2 705 


63 


2 613 




2 936 


63 


3 130 


63 


3 456 


63 


3 357 


63 


3 688 


63 


0 782 


63 


0 553 


64 


0. 938 


64 


0.885 


64 


1.044 


64 


1.270 


64 


1.253 


64 


-0.441 


64 


2.062 


64 


3.102 



-8.153 31.214 

-9. 649 30. 476 

-10. 454 31. 680 

-10.270 32.524 

-8.917 33.220 

-8.658 34.180 

-7. 792 32. 191 

-11.925 31.354 

-12. 566 30. 760 

-12. 446 31. 738 

-13. 845 31. 515 

-14.011 31.031 

-13.431 29.663 

-12.054 29.423 

-11.517 28.178 

-14.262 28.612 

-13.734 27.361 

-12.358 27.152 

-11.812 25.927 

-14. 579 32. 845 

-13. 970 33. 895 

-15.895 32.780 

-16.751 33.949 

-18. 218 33. 515 

-19. 229 34. 631 

-20. 956 34. 013 

-21.029 33.468 

-16. 304 34. 802 

-15. 923 34. 273 



1. 00 72. 52 A 

1. 00 69. 41 A 

1.00 64.91 A 

1. 00 64. 77 A 

1. 00 64. 55 A 

1. 00 65. 57 A 

1. 00 65. 13 A 

1. 00 61. 50 A 

1.00 61.77 A 

1.00 57.28 A 

1.00 52.71 A 

1. 00 57. 16 A 

1. 00 61. 57 A 

1.00 60.81 A 

1. 00 62. 65 A 

1.00 61.57 A 

1. 00 62. 16 A 

1.00 64.02 A 

1.00 66.92 A 

1.00 48.05 A 

1.00 46.41 A 

1. 00 43. 07 A 

1. 00 37. 59 A 

1.00 33.62 A 

1.00 34.88 A 

1. 00 32. 69 A 

1.00 29.03 A 

1.00 37.67 A 

1.00 35.70 A 
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[*1 1] 

ATOM 260 N ALA A 65 

ATOM 261 CA ALA A 65 

ATOM 262 CB ALA A 65 

ATOM 263 C ALA A 65 

ATOM 264 0 ALA A 65 

ATOM 265 N LYS A 66 

ATOM 266 CA LYS A 66 

ATOM 267 CB LYS A 66 

ATOM 268 CG LYS A 66 

ATOM 269 CD LYS A 66 

ATOM 270 CE LYS A 66 

ATOM 271 NZ LYS A 66 

ATOM 272 C LYS A 66 

ATOM 273 0 LYS A 66 

ATOM 274 N THR A 67 

ATOM 275 CA THR A 67 

ATOM 276 CB THR A 67 

ATOM 277 0G1 THR A 67 

ATOM 278 CG2 THR A 67 

ATOM 279 C THR A 67 

ATOM 280 0 THR A 67 

ATOM 281 N VAL A 68 

ATOM 282 CA VAL A 68 

ATOM 283 CB VAL A 68 

ATOM 284 CGI VAL A 68 

ATOM 285 CG2 VAL A 68 

ATOM 286 C VAL A 68 

ATOM 287 0 VAL A 68 

ATOM 288 N VAL A 69 



1.887 -16.316 36.119 1.00 38.51 A 
2. 959 -15. 928 37. 023 1. 00 36. 56 A 
2. 628 -14. 620 37. 717 L 00 32. 37 A 
3. 163 -17. 012 38. 052 1. 00 38. 63 A 
2.299 -17.862 38.267 1.00 39.28 A 
4. 332 -16. 997 38. 672 1. 00 41. 29 A 

4.644 -17.962 39.709 1.00 41.75 A 

6. 048 -18. 539 39. 543 1. 00 42. 34 A 

6. 470 -19. 366 40. 750 1. 00 45. 37 A 

7. 980 -19. 398 40. 965 1. 00 47. 49 A 

8. 674 -20. 357 40. 013 1. 00 50. 27 A 

10.093 -20.595 40.427 1.00 49.08 A 

4. 594 -17. 174 40. 992 1. 00 43. 12 A 

5. 139 -16. 072 41. 074 1. 00 42. 51 A 
3. 916 -17. 723 41. 987 1. 00 44. 36 A 
3.828 -17.060 43.275 1.00 45.19 A 
2. 391 -16. 536 43. 554 1. 00 46. 71 A 
2.030 -15.565 42.566 1.00 48.01 A 
2. 308 -15. 892 44. 930 1. 00 46. 33 A 

4. 205 -18. 087 44. 336 1. 00 43. 89 A 
3. 664 -19. 195 44. 358 1. 00 44. 64 A 

5. 156 -17. 745 45. 194 1. 00 40. 84 A 
5. 525 -18. 679 46. 237 1. 00 39. 30 A 
7. 063 -18. 803 46. 403 1. 00 40. 93 A 
7. 383 -19. 742 47. 585 1. 00 40. 53 A 
7. 673 -19. 350 45. 119 1. 00 36. 88 A 
4. 882 -18. 161 47. 505 1. 00 36. 98 A 
4.999 -16.981 47.839 1.00 32.83 A 
4. 192 -19. 060 48. 192 1. 00 38. 01 A 
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ATOM 


289 


CA 


VAL A 


69 


3.475 


-18. 722 


49. 401 


1.00 40.63 


A 


ATOM 


290 


CB 


VAL A 


69 


2.051 


-19. 349 


49. 374 


1.00 42.62 


A 


ATOM 


291 


CGI 


VAL A 


69 


1.302 


-19. 042 


50. 668 


1.00 37.81 


A 


ATOM 


292 


CG2 VAL A 


69 


1.274 


-18. 813 


48. 160 


1.00 40.66 


A 


ATOM 


293 


C 


VAL A 


69 


4. 191 


-19. 161 


50. 662 


1. 00 41. 24 


A 


ATOM 


294 


0 


VAL A 


69 


4.516 


-20. 337 


50. 839 


1.00 42.46 


A 


ATOM 


295 


N 


ALA A 


70 


4. 423 


-18. 197 


51. 542 


1.00 40.47 


A 


ATOM 


296 


CA 


ALA A 


70 


5. 079 


-18. 463 


52. 808 


1.00 39.50 


A 


ATOM 


297 


CB 


ALA A 


70 


6. 533 


-18. 046 


52. 737 


1.00 41.04 


A 


ATOM 


298 


C 


ALA A 


70 


4.347 


-17. 669 


53.880 


1. 00 39. 27 


A 


ATOM 


299 


0 


ALA A 


70 


3. 555 


-16. 784 


53. 571 


1. 00 37. 53 


A 


ATOM 


300 


N 


PRO A 


71 


4. 578 


-18.001 


55. 156 


1.00 39.87 


A 


ATOM 


301 


CD 


PRO A 


71 


5. 257 


-19. 227 


55. 609 


1.00 40.51 


A 


ATOM 


302 


CA 


PRO A 


71 


3. 945 


-17. 321 


56. 287 


1.00 39.82 


A 


ATOM 


303 


CB 


PRO A 


71 


4.468 


-18. 109 


57. 482 


1. 00 40. 61 


A 


ATOM 


304 


CG 


PRO A 


71 


4.598 


-19. 485 


56. 936 


1.00 38.21 


A 


ATOM 


305 


C 


PRO A 


71 


4. 322 


-15. 847 


56. 371 


1.00 39.47 


A 


ATOM 


306 


0 


PRO A 


71 


5.402 


-15. 457 


55.928 


1.00 41.31 


A 


ATOM 


307 


N 


SER A 


72 


3.437 


-15. 034 


56. 940 


1.00 39.29 


A 


ATOM 


308 


CA 


SER A 


72 


3.703 


-13. 605 


57.099 


1.00 39.85 


A 


ATOM 


309 


CB 


SER A 


72 


2. 528 


-12. 765 


56. 610 


1.00 38.06 


A 


ATOM 


310 


OG 


SER A 


72 


1.574 


-12. 600 


57. 645 


1. 00 36.83 


A 


ATOM 


311 


C 


SER A 


72 


3. 915 


-13.311 


58. 575 


1.00 42.28 


A 


ATAU 

AJUM 




0 


SER A 


79 


At A 






i no ai 9i 


A 

a 


ATOM 


313 


N 


THR A 


73 


4.629 


-12. 228 


58. 851 


1.00 44.86 


A 


ATOM 


314 


CA 


THR A 


73 


4.928 


-11.823 


60. 219 


1.00 44.43 


A 


ATOM 


315 


CB 


THR A 


73 


5.477 


-10. 373 


60. 271 


1.00 42.84 


A 


ATOM 


316 


OG1 


THR A 


73 


6.640 


-10. 257 


59. 439 


1.00 41.61 


A 


ATOM 


317 


CG2 THR A 


73 


5.863 


-10. 014 


61. 687 


1.00 42.56 


A 
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ATOM 


318 


C 


THR A 


73 


3.748 


-11.903 


61. 179 


1. 00 45. 50 


A 


ATOM 


319 


0 


THR A 


73 


3. 906 


-12. 321 


62. 330 


i: 00 44. 76 


A 


ATOM 


320 


N 


GLU A 


74 


2. 568 


-11.514 


60. 707 


1.00 47.50 


A 


ATOM 


321 


CA 


GLU A 


74 


1. 379 


-11.506 


61.553 


1.00 48.36 


A 


ATOM 


322 


CB 


GLU A 


74 


0. 489 


-10. 330 


61. 177 


1. 00 50. 79 


A 


ATOM 


323 


CG 


GLU A 


74 


-0. 323 


-9. 789 


62. 322 


1.00 59.06 


A 


ATOM 


324 


CD 


GLU A 


74 


0. 517 


-8. 961 


63. 274 


1. 00 62. 89 


A 


ATOM 


325 


OEl GLU A 


74 


0. 946 


-7. 860 


62. 867 


1. 00 63. 68 


A 


ATOM 


326 


OE2 GLU A 


74 


0. 754 


-9.411 


64. 418 


1. 00 65. 54 


A 


ATOM 


327 


C 


GLU A 


74 


0. 547 


-12. 775 


61.510 


1. 00 47. 32 


A 


ATOM 


328 


0 


GLU A 


74 


-0. 590 


-12. 786 


61.971 


1. 00 45. 23 


A 


ATOM 


329 


N 


GLY A 


75 


1. 104 


-13. 849 


60. 967 


1. 00 48. 50 


A 


ATOM 


330 


CA 


GLY A 


75 


0. 338 


-15. 076 


60. 892 


1.00 51.57 


A 


ATOM 


331 


C 


GLY A 


75 


-0.492 


-15. 094 


59. 621 


1. 00 52. 32 


A 


ATOM 


332 


0 


GLY A 


75 


-1. 429 


-15. 884 


59. 487 


1. 00 55. 22 


A 


ATOM 


333 


N 


GLY A 


76 


-0. 153 


-14. 202 


58. 695 


1. 00 48. 02 


A 


ATOM 


334 


CA 


GLY A 


76 


-0. 851 


-14. 148 


57. 429 


1.00 41.91 


A 


ATOM 


335 


C 


GLY A 


76 


-0.010 


-14. 877 


56. 400 


1.00 39.57 


A 


ATOM 


336 


0 


GLY A 


76 


0. 739 


-15. 794 


56. 737 


1. 00 37. 39 


A 


ATOM 


337 


N 


LEU A 


77 


-0. 117 


-14. 464 


55. 144 


1. 00 37. 70 


A 


ATOM 


338 


CA 


LEU A 


77 


0.647 


-15. 099 


54. 085 


1. 00 35. 31 


A 


ATOM 


339 


CB 


LEU A 


77 


-0.269 


-15. 889 


53. 161 


1. 00 34. 86 


A 


ATOM 


340 


CG 


LEU A 


77 


-1. 165 


-16. 945 


53. 809 


1. 00 37. 16 


A 


ATOM 


341 


CD1 


LEU A 


•7*7 

77 


l. a^o 


-17. OoZ 


t><£. (JO 


1 A/i Q£ nt; 

1. UV OD. UD 


A 

A 


ATOM 


342 


CD2 LEU A 


77 


-0. 326 


-17. 909 


54. 607 


1. 00 41. 20 


A 


ATOM 


343 


C 


LEU A 


77 


1.425 


-14. 120 


53. 245 


1. 00 34. 86 


A 


ATOM 


344 


0 


LEU A 


77 


0.892 


-13. 093 


52. 831 


1. 00 36. 48 


A 


ATOM 


345 


N 


ASN A 


78 


2.697 


-14. 450 


53. 013 


1.00 35.83 


A 


ATOM 


346 


CA 


ASN A 


78 


3.594 


-13. 661 


52. 173 


1.00 34.70 


A 
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ATOM 


347 


CB 


ASN A 


78 


5. 051 


-13. 833 


52. 588 


1.00 35.21 


A 


ATOM 


348 


CG 


ASN A 


78 


5. 513 


-12. 770 


53. 556 


1.00 35.91 


A 


ATOM 


349 


ODl ASN A 


78 


4. 744 


-11.876 


53. 925 


1. 00 37. 78 


A 


ATOM 


350 


ND2 ASN A 


78 


6. 781 


-12. 855 


53. 972 


1.00 34.50 


A 


ATOM 


351 


C 


ASN A 


78 


3.447 


-14. 244 


50. 799 


1. 00 36. 13 


A 


ATOM 


352 


0 


ASN A 


78 


3. 528 


-15. 464 


50. 636 


1. 00 40. 71 


A 


ATOM 


353 


N 


LEU A 


79 


3. 206 


-13. 398 


49. 810 


1.00 36.53 


A 


ATOM 


354 


CA 


LEU A 


79 


3. 088 


-13. 890 


48.448 


1. 00 40. 14 


A 


ATOM 


355 


CB 


LEU A 


79 


1. 702 


-13. 583 


47. 864 


1.00 42.52 


A 


ATOM 


356 


CG 


LEU A 


79 


0. 678 


-14. 712 


48. 099 


1.00 43.47 


A 


ATOM 


357 


CD1 


LEU A 


79 


0.435 


-14. 889 


49. 586 


1.00 42.65 


A 


ATOM 


358 


CD2 LEU A 


79 


-0. 635 


-14. 403 


47.401 


1. 00 42. 52 


A 


ATOM 


359 


C 


LEU A 


79 


4. 185 


-13. 240 


47. 638 


1. 00 40. 10 


A 


ATOM 


360 


0 


LEU A 


79 


4. 192 


-12. 023 


47.450 


1. 00 42. 17 


A 


ATOM 


361 


N 


THR A 


80 


5. 138 


-14. 058 


47. 201 


1.00 40.26 


A 


ATOM 


362 


CA 


THR A 


80 


6.270 


-13. 587 


46. 409 


1. 00 40. 18 


A 


ATOM 


363 


CB 


THR A 


80 


7.612 


-14. 139 


46. 971 


1.00 39.78 


A 


ATOM 


364 


0G1 


THR A 


80 


7. 816 


-13. 649 


48. 301 


1.00 39.20 


A 


ATOM 


365 


CG2 THR A 


80 


8. 779 


-13.713 


46. 104 


1. 00 38. 24 


A 


ATOM 


366 


C 


THR A 


80 


6.069 


-14. 086 


44. 990 


1. 00 40. 51 


A 


ATOM 


367 


0 


THR A 


80 


6.047 


-15. 290 


44. 745 


1. 00 39. 73 


A 


ATOM 


368 


N 


SER A 


81 


5.915 


-13. 165 


44.053 


1. 00 42. 62 


A 


ATOM 


369 


CA 


SER A 


81 


5.692 


-13. 569 


42.668 


1. 00 47. 88 


A 


ATOM 


370 


CB 


SER A 


81 


4 310 


-13 107 


42. 205 


1 00 47 74 


A 


ATOM 


371 


OG 


SER A 


81 


3.340 


-13. 307 


43. 224 


1.00 50.44 


A 


ATOM 


372 


C 


SER A 


81 


6. 743 


-13. 071 


41. 679 


1. 00 49. 35 


A 


ATOM 


373 


0 


SER A 


81 


7.263 


-11.957 


41. 794 


1.00 49.68 


A 


ATOM 


374 


N 


THR A 


82 


7.045 


-13. 929 


40. 713 


1. 00 53. 53 


A 


ATOM 


375 


CA 


THR A 


82 


8. 001 


-13. 646 


39. 655 


I. 00 57. 80 


A 
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ATOM 376 CB THR A 82 

ATOM 377 0G1 THR A 82 

ATOM 378 CG2 THR A 82 

ATOM 379 C THR A 82 

ATOM 380 0 THR A 82 

ATOM 381 N PHE A 83 

ATOM 382 CA PHE A 83 

ATOM 383 CB PHE A 83 

ATOM 384 CG PHE A 83 

ATOM 385 CD1 PHE A 83 

ATOM 386 CD2 PHE A 83 

ATOM 387 CE1 PHE A 83 

ATOM 388 CE2 PHE A 83 

ATOM 389 CZ PHE A 83 

ATOM 390 C PHE A 83 

ATOM 391 0 PHE A 83 

ATOM 392 N LEU A 84 

ATOM 393 CA LEU A 84 

ATOM 394 CB LEU A 84 

ATOM 395 CG LEU A 84 

ATOM 396 CD1 LEU A 84 

ATOM 397 CD2 LEU A 84 

ATOM 398 C LEU A 84 

ATOM 399 0 LEU A 84 

ATOM 400 N ARG A 85 

ATOM 401 CA ARG A 85 

ATOM 402 CB ARG A 85 

ATOM 403 CG ARG A 85 

ATOM 404 CD ARG A 85 



9. 063 -14. 761 39. 564 1. 00 59. 61 A 

9. 951 -14. 666 40. 685 1. 00 61. 12 A 

9. 854 -14. 653 38. 268 1.00 59.28 A 

7. 192 -13. 603 38. 357 1. 00 59. 75 A 

6. 699 -14. 632 37. 884 1. 00 58. 51 A 

7. 050 -12. 407 37. 793 1. 00 62. 90 A 

6. 276 -12. 235 36. 571 1. 00 65. 89 A 

4.961 -11.511 36.871 1.00 61.94 A 

5. 135 -10. 148 37. 483 1. 00 57. 31 A 

4. 515 -9. 037 36. 916 1. 00 57. 80 A 
5. 869 -9. 979 38. 656 1. 00 56. 46 A 
4. 617 -7. 774 37. 509 1. 00 57. 20 A 
5. 979 -8. 724 39. 257 1. 00 57. 43 A 

5. 351 -7. 618 38. 683 1. 00 58. 05 A 

6. 990 -1 1. 496 35. 452 1. 00 70. 72 A 
8. 068 -10. 935 35. 639 1. 00 71. 97 A 
6.346 -11.501 34.288 1.00 75.56 A 
6. 854 -10. 856 33. 085 1. 00 77. 58 A 
6.588 -11.760 31.879 1.00 76.28 A 
7.137 -11.352 30.513 1.00 75.52 A 
8. 635 -11. 047 30. 622 1. 00 76. 74 A 
6. 870 -12. 481 29. 515 1. 00 73. 55 A 
6. 156 -9. 517 32. 893 1. 00 79. 65 A 
4. 934 -9. 463 32. 757 1. 00 78. 63 A 
6. 933 -8. 438 32. 899 1. 00 84. 46 A 
6. 378 -7. 100 32. 714 1. 00 90. 39 A 
6. 306 -6. 343 34. 046 1. 00 92. 46 A 
5. 538 -5. 030 33. 952 1. 00 95. 39 A 
5. 562 -4. 245 35. 251 1. 00 99. 40 A 
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ATOM 


405 


NE 


ARG 


A 


85 


4. 834 


-2. 982 


35. 124 


1. 00103. 44 


A 


ATOM 


406 


CZ 


ARG 


A 


85 


4.795 


-2. 037 


36. 061 


1.00105.03 


A 


ATOM 


407 


NH1 


ARG 


A 


85 


5. 445 


-2. 204 


37. 207 


1.00106.01 


A 


ATOM 


408 


NH2 


ARG 


A 


85 


4. 105 


-0. 921 


35. 852 


1. 00103. 52 


A 


ATOM 


409 


C 


ARG 


A 


85 


7. 237 


-6. 319 


31. 726 


1.00 92.84 


A 


ATOM 


410 


0 


ARG 


A 


85 


8.449 


-6. 178 


31.912 


1.00 93.32 


A 


ATOM 


411 


N 


LYS 


A 


86 


6. 600 


-5.806 


30. 676 


1. 00 95. 15 


A 


ATOM 


412 


CA 


LYS 


A 


86 


7.311 


-5. 059 


29. 653 


1.00 96.71 


A 


ATOM 


413 


CB 


LYS 


A 


86 


7. 747 


-3. 693 


30. 203 


1.00 97.65 


A 


ATOM 


414 


CG 


LYS 


A 


86 


6. 654 


-2. 621 


30. 061 


1. 00 99. 15 


A 


ATOM 


415 


CD 


LYS 


A 


86 


6. 720 


-1. 537 


31. 131 


1. 00100. 81 


A 


ATOM 


416 


CB 


LYS 


A 


86 


6.267 


-2. 073 


32. 481 


1.00101.99 


A 


ATOM 


417 


NZ 


LYS 


A 


86 


6. 208 


-1.012 


33. 526 


1. 00102. 38 


A 


ATOM 


418 


C 


LYS 


A 


86 


8.497 


-5. 898 


29. 208 


1. 00 98. 14 


A 


ATOM 


419 


0 


LYS 


A 


86 


9.621 


-5. 417 


29. 080 


1.00 97.38 


A 


ATOM 


420 


N 


ASN 


A 


87 


8.206 


-7. 180 


28. 998 


1. 00101. 05 


A 


ATOM 


421 


CA 


ASN 


A 


87 


9. 169 


-8. 177 


28. 547 


1. 00103. 17 


A 


ATOM 


422 


CB 


ASN 


A 


87 


9. 542 


-7. 902 


27. 089 


1.00105. 05 


A 


ATOM 


423 


CG 


ASN 


A 


87 


8. 322 


-7.843 


26. 180 


1.00107.39 


A 


ATOM 


424 


0D1 


ASN 


A 


87 


7. 484 


-6.946 


26. 299 


1.00107. 32 


A 


ATOM 


425 


ND2 


ASN 


A 


87 


8.213 


-8. 809 


25. 273 


1. 00109. 34 


A 


ATOM 


426 


C 


ASN 


A 


87 


10. 425 


-8. 279 


29. 402 


1.00103. 13 


A 


ATOM 


427 


0 


ASN 


A 


87 


10. 526 


-7. 532 


30. 397 


1.00104. 41 


A 


ATOM 


428 


OT 


ASN 


A 


87 


11. 289 


-9. 117 


29. 065 


1. 00101. 73 


A 


ATOM 


429 


C 


CYS 


A 


89 


11. 135 


-9.613 


35. 440 


1. 00 79. 14 


A 


ATOM 


430 


0 


CYS 


A 


89 


12. 261 


-9.207 


35. 721 


1.00 79.54 


A 


ATOM 


431 


CB 


CYS 


A 


89 


11.946 


-11.311 


33. 779 


1. 00 82. 95 


A 


ATOM 


432 


SG 


CYS 


A 


89 


11. 778 


-12. 786 


34.808 


1.00 94. 11 


A 


ATOM 


433 


N 


CYS 


A 


89 


10. 776 


-9.300 


32. 990 


1.00 79.52 


A 
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ATOM 


434 


CA 


CYS A 


89 


ATOM 


435 


N 


GLU A 


90 


ATOM 


436 


CA 


GLU A 


90 


ATOM 


437 


CB 


GLU A 


90 


ATOM 


438 


CG 


GLU A 


90 


ATOM 


439 


CD 


GLU A 


90 


ATOM 


440 


0E1 GLU A 


90 


ATOM 


441 


0E2 GLU A 


90 


ATOM 


442 


C 


GLU A 


90 


ATOM 


443 


0 


GLU A 


90 


ATOM 


444 


N 


THR A 


91 


ATOM 


445 


CA 


THR A 


91 


ATOM 


446 


CB 


THR A 


91 


ATOM 


447 


0G1 THR A 


91 


ATOM. 


448 


CG2 THR A 


91 


ATOM 


449 


C 


THR A 


91 


ATOM 


450 


0 


THR A 


91 


ATOM 


451 


N 


LYS A 


92 


ATOM 


452 


CA 


LYS A 


92 


ATOM 


453 


CB 


LYS A 


92 


ATOM 


454 


CG 


LYS A 


92 


ATOM 


455 


CD 


LYS A 


92 


ATOM 


456 


CE 


LYS A 


92 


ATOM 


457 


NZ 


LYS A 


92 


ATOM 


458 


C 


LYS A 


92 


ATOM 


459 


0 


LYS A 


92 


ATOM 


460 


N 


ILE A 


93 


ATOM 


461 


CA 


ILE A 


93 


ATOM 


462 


CB 


ILE A 


93 



0 2-368112 



10. 857 -10. 295 34. 094 1. 00 80. 27 

10. 100 -9.516 36.273 1.00 78.18 

10. 185 -8. 842 37. 571 1. 00 74. 49 

9. 472 -7. 495 37. 455 1. 00 75. 68 

9. 398 -6. 692 38. 725 1. 00 80. 75 

8. 770 -5. 329 38. 509 1. 00 83. 66 

8. 511 -4. 631 39. 519 1. 00 87. 73 

8. 540 -4. 957 37. 334 1. 00 80. 98 

9. 615 -9. 632 38. 758 1. 00 70. 33 

8. 910 -10. 621 38. 581 1. 00 69. 86 

9. 928 -9. 188 39. 971 1. 00 66. 65 
9. 446 -9. 858 41. 176 1. 00 64. 70 

10. 544 -10. 758 41. 812 1. 00 64. 79 

10. 763 -11. 908 40. 985 1. 00 66. 28 

10. 128 -11. 221 43. 202 1. 00 62. 60 

8. 969 -8. 893 42. 243 1. 00 62. 74 

9. 674 -7. 953 42. 593 1. 00 62. 35 

7. 775 -9. 148 42. 767 1. 00 61. 97 

7.203 -8.314 43.820 1.00 61.35 

6. 190 -7. 327 43. 234 1. 00 64. 09 

6. 827 -6. 002 42. 810 1. 00 67. 74 

7. 705 -5. 439 43. 933 1. 00 69. 95 
6. 954 -5. 374 45. 268 1. 00 68. 61 
7. 876 -5. 187 46. 421 1. 00 69. 01 
6.562 -9.113 44.950 1.00 59.21 
6. 189 -10. 274 44. 764 1. 00 58. 49 
6. 433 -8. 477 46. 116 1. 00 57. 93 
5. 878 -9. 133 47. 300 1. 00 57. 73 
6.929 -9.223 48.459 1.00 57.31 
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A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 
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ATOM 


463 


CG2 ILE A 


93 


6. 352 


-10. 027 


49. 624 


1.00 53.34 


A 


ATOM 


464 


CGI ILE A 


93 


8.209 


-9. 921 


47. 989 


1. 00 60. 14 


A 


ATOM 


465 


CD1 ILE A 


93 


8. 995 


-9. 163 


46. 915 


1. 00 61. 98 


A 


ATOM 


466 


C 


ILE A 


93 


4.638 


-8. 477 


47.891 


1.00 57.41 


A 


ATOM 


467 


0 


ILE A 


93 


4. 690 


-7. 348 


48. 368 


1.00 58.52 


A 


ATOM 


468 


N 


MET A 


94 


3.526 


-9. 202 


47. 872 


1. 00 57. 18 


A 


ATOM 


469 


CA 


MET A 


94 


2.275 


-8. 716 


48. 446 


1.00 56.08 


A 


ATOM 


470 


CB 


MET A 


94 


1.094 


-9.102 


47. 552 


1. 00 57. 29 


A 


ATOM 


471 


CG 


MET A 


94 


1. 178 


-8. 660 


46. 094 


1. 00 59. 72 


A 


ATOM 


472 


SD 


MET A 


94 


-0. 043 


-9. 548 


45. 028 


1. 00 66. 73 


A 


ATOM 


473 


CE 


MET A 


94 


-1. 634 


-9. 093 


45. 788 


1.00 58.01 


A 


ATOM 


474 


C 


MET A 


94 


2. 141 


-9.434 


49.799 


1. 00 57. 08 


A 


ATOM 


475 


0 


MET A 


94 


2. 504 


-10. 613 


49. 914 


1. 00 58. 30 


A 


ATOM 


476 


N 


VAL A 


95 


I. 644 


-8.738 


50. 821 


1. 00 53. 57 


A 


ATOM 


477 


CA 


VAL A 


95 


1. 460 


-9. 360 


52. 130 


LOO 49. 11 


A 


ATOM 


478 


CB 


VAL A 


95 


2. 092 


-8. 543 


53. 298 


1. 00 49. 18 


A 


ATOM 


479 


CGI 


VAL A 


95 


1. 530 


-9. 046 


54. 624 


1.00 46.36 


A 


ATOM 


480 


CG2 VAL A 


95 


3. 620 


-8. 677 


53. 310 


1. 00 46.36 


A 


ATOM 


481 


C 


VAL A 


95 


-0.012 


-9. 502 


52. 452 


1. 00 48. 44 


A 


ATOM 


482 


0 


VAL A 


95 


-0. 700 


-8. 509 


52. 651 


1. 00 50. 11 


A 


ATOM 


483 


N 


LEU A 


96 


-0. 494 


-10. 737 


52. 509 


1.00 47.81 


A 


ATOM 


484 


CA 


LEU A 


96 


-1.889 


-10. 985 


52. 852 


1.00 44.86 


A 


ATOM 


485 


CB 


LEU A 


96 


-2. 347 


-12. 339 


52. 306 


1.00 44.26 


A 


ATOM 


486 


CG 


LEU A 


96 


-3.377 


-12. 254 


51. 178 


1. 00 44. 31 


A 


ATOM 


487 


CD1 LEU A 


96 


-3.072 


-11.080 


50. 245 


1. 00 45. 94 


A 


ATOM 


488 


CD2 LEU A 


96 


-3.370 


-13. 565 


50.421 


1. 00 42. 82 


A 


ATOM 


489 


C 


LEU A 


96 


-2.031 


-10. 968 


54. 365 


1.00 43.84 


A 


ATOM 


490 


0 


LEU A 


96 


-1.466 • 


-11.801 


55. 070 


1. 00 42. 58 


A 


ATOM 


491 


N 


GLN A 


97 


-2.784 - 


-10. 006 


54. 867 


I. 00 45.66 


A 
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ATOM 


492 


CA 


GLN A 


97 


-2. 986 


-9. 908 


56. 298 


1. 00 47. 39 


A 


ATOM 


493 


CB 


GLN A 


97 


-3. 217 


-8. 451 


56. 680 


1. 00 49. 05 


A 


ATOM 


494 


CG 


GLN A 


97 


-2. 753 


-8. Ill 


58. 069 


1.00 51.88 


A 


ATOM 


495 


CD 


GLN A 


97 


-I. 240 


-8. 117 


58. 188 


1. 00 52. 17 


A 


ATOM 


496 


OE1 


GLN A 


97 


-0. 538 


-7. 474 


57. 405 


1.00 52.83 


A 


ATOM 


497 


NE2 GLN A 


97 


-0. 732 


-8. 834 


59. 177 


1. 00 51. 77 


A 


ATOM 


498 


C 


GLN A 


97 


-4. 187 


-10. 768 


56. 713 


1.00 48.91 


A 


ATOM 


499 


0 


GLN A 


97 


-5. 225 


-10.791 


56. 042 


1.00 45.86 


A 


ATOM 


500 


N 


PRO A 


98 


-4. 051 


-11.506 


57. 818 


1.00 50.41 


A 


ATOM 


501 


CD 


PRO A 


98 


-2. 897 


-11.599 


58. 733 


1.00 53.20 


A 


ATOM 


502 


CA 


PRO A 


98 


-5. 166 


-12. 347 


58. 267 


1.00 52.85 


A 


ATOM 


503 


CB 


PRO A 


98 


-4. 566 


-13. 109 


59. 456 


1.00 54.22 


A 


ATOM 


504 


CG 


PRO A 


98 


-3. 519 


-12. 157 


59. 986 


1.00 54.74 


A 


ATOM 


505 


C 


PRO A 


98 


-6. 368 


-11.469 


58. 637 


1.00 51.82 


A 


ATOM 


506 


0 


PRO A 


98 


-6. 194 


-10. 401 


59. 221 


1.00 52.75 


A 


ATOM 


507 


N 


ALA A 


99 


-7. 578 


-11. 909 


58. 291 


1.00 50.67 


A 


ATOM 


508 


CA 


ALA A 


99 


-8. 778 


-11. 123 


58. 572 


1. 00 49. 91 


A 


ATOM 


509 


CB 


ALA A 


99 


.^.428 


-10. 698 


57. 261 


1. 00 50. 29 


A 


ATOM 


510 


C 


ALA A 


99 


-9. 809 


-11. 808 


59. 468 


1. 00 51. 08 


A 


ATOM 


511 


0 


ALA A 


99 


-10. 991 


-11.910 


59. 125 


1. 00 51. 56 


A 


ATOM 


512 


N 


GLY A 


100 


-9. 352 


-12. 282 


60. 619 


1.00 53.49 


A 


ATOM 


513 


CA 


GLY A 


100 


-10. 245 


-12. 920 


61. 569 


1.00 55.78 


A 


ATOM 


514 


C 


GLY A 


100 


-10. 778 


-14. 305 


61. 260 


1.00 56.87 


A 


AJOM 


515 


0 


•GLY A 


100 


-11. oZo 




CO ncg 
0£. UOD 


1 l\f\ KQ QA 
1. UU Oo. 04 


A 


ATOM 


516 


N 


ALA A 


101 


-10. 418 


-14. 863 


60. Ill 


1.00 55.01 


A 


ATOM 


517 


CA 


ALA A 


101 


-10. 898 


-16. 197 


59. 773 


1. 00 53. 78 


A 


ATOM 


518 


CB 


ALA A 


101 


-12,313 


-16. 105 


59. 194 


1. 00 51. 59 


A 


ATOM 


519 


C 


ALA A 


101 


-9. 963 


-16.917 


58. 799 


1.00 52.67 


A 


ATOM 


520 


0 


ALA A 


101 


-9.417 


-16. 302 


57. 882 


1. 00 53. 80 


A 
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ATOM 


521 


N 


PRO A 102 


-9.760 


-18. 231 


58. 997 


1. 00 50. 85 


A 


ATOM 


522 


CD 


PRO A 102 


-10. 339 


-19. 068 


60. 065 


1. 00 49. 23 


A 


ATOM 


523 


CA 


PRO A 102 


-8. 887 


-19. 024 


58. 121 


1.00 49.90 


A 


ATOM 


524 


CB 


PRO A 102 


-9. 110 


-20. 457 


58. 616 


1. 00 49. 27 


A 


ATOM 


525 


CG 


PRO A 102 


-9. 415 


-20. 273 


60.066 


1. 00 47. 89 


A 


ATOM 


526 


C 


PRO A 102 


-9. 336 


-18. 841 


56. 672 


1-00 48.42 


A 


ATOM 


527 


0 


PRO A 102 


-10. 544 


-18. 874 


56. 405 


1. 00 49. 19 


A 


ATOM 


528 


N 


GLY A 103 


-8. 383 


-18. 649 


55. 752 


1. 00 45. 93 


A 


ATOM 


529 


CA 


GLY A 103 


-8. 726 


-18. 444 


54.342 


1.00 45.39 


A 


ATOM 


530 


C 


GLY A 103 


-9.323 


-17. 059 


54.045 


1. 00 45. 32 


A 


ATOM 


531 


0 


GLY A 103 


-9. 872 


-16. 787 


52. 963 


1.00 42.49 


A 


ATOM 


532 


N 


HIS A 104 


-9.202 


-16. 172 


55. 025 


1. 00 43. 72 


A 


ATOM 


533 


CA 


HIS A 104 


-9. 727 


-14. 822 


54.907 


1.00 42.49 


A 


ATOM 


534 


CB 


HIS A 104 


-10. 847 


-14.611 


55. 926 


1.00 41.21 


A 


ATOM 


535 


CG 


HIS A 104 


-12. 101 


-15. 334 


55. 571 


1. 00 40. 30 


A 


ATOM 


536 


CD2 HIS A 104 


-12. 547 


-16. 564 


55. 914 


1. 00 42. 49 


A 


ATOM 


537 


ND1 HIS A 104 


-13. 028 


-14. 820 


54.690 


1. 00 40. 22 


A 


ATOM 


538 


CE1 


HIS A 104 


-13. 993 


-15. 701 


54. 504 


1.00 41.84 


A 


ATOM 


539 


NE2 HIS A 104 


-13. 724 


-16. 770 


55. 235 


1.00 45.92 


A 


ATOM 


540 


C 


HIS A 104 


-8.621 ■ 


-13. 831 


55. 142 


1.00 41.81 


A 


ATOM 


541 


0 


HIS A 104 


-8.072 • 


-13. 746 


56. 242 


1.00 41.25 


A 


ATOM 


542 


N 


TYR A 105 


-8. 285 - 


-13. 083 


54. 107 


1. 00 41. 35 


A 


ATOM 


543 


CA 


TYR A 105 


-7.221 - 


12. 110 


54. 255 


1.00 43.95 


A 


ATOM 


544 


CB 


TYR A 105 


-5. 999 - 


■12. 584 


53.487 


1.00 40.86 


A 


ATOM 


545 


CG 


TYR A 105 


-5. 594 - 


13. 968 


53.900 


1. 00 40. 55 


A 


ATOM 


546 


CD1 TYR A 105 


-4.701 - 


14. 167 


54.953 


1.00 41.09 


A 


ATOM 


547 


CE1 TYR A 105 


-4. 358 - 


15. 442 


55. 362 


1. 00 41. 55 


A 


ATOM 


548 


CD2 TYR A 105 


-6. 138 - 


15. 089 


53.265 


1.00 38.66 


A 


ATOM 


549 


CE2 TYR A 105 


-5.802 - 


16. 371 


53. 667 


1.00 38.48 


A 
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ATOM 


550 


CZ 


TYR A 105 


ATOM 


551 


OH 


TYR A 105 


ATOM 


552 


C 


TYR A 105 


ATOM 


553 


0 


TYR A 105 


ATOM 


554 


N 


THR A 106 


ATOM 


555 


CA 


THR A 106 


ATOM 


556 


CB 


THR A 106 


ATOM 


557 


OG] 


THR A 106 


ATOM 


558 


CG2 THR A 106 


ATOM 


559 


C 


THR A 106 


ATOM 


560 


0 


THR A 106 


ATOM 


561 


N 


TYR A 107 


ATOM 


562 


CA 


TYR A 107 


ATOM 


563 


CB 


TYR A 107 


ATOM 


564 


CG 


TYR A 107 


ATOM 


565 


CD1 


TYR A 107 


ATOM 


566 


CE1 


TYR A 107 


ATOM 


567 


CD2 TYR A 107 


ATOM 


566 


CE2 


TYR A 107 


ATOM 


569 


CZ 


TYR A 107 


ATOM 


570 


OH 


TYR A 107 


ATOM 


571 


C 


TYR A 107 


ATOM 


572 


0 


TYR A 107 


ATOM 


573 


N 


SER A 108 


ATOM 


574 


CA 


SER A 108 


ATOM 


575 


CB 


SER A 108 


ATOM 


576 


OG 


SER A 108 


ATOM 


577 


C 


SER A 108 


ATOM 


578 


0 


SER A 108 



-4. 914 -16. 545 54. 716 1. 00 40. 67 A 

-4. 593 -17. 811 55. 135 1. 00 45. 56 A 

-7. 604 -10. 720 53. 804 1. 00 47. 35 A 

-8. 684 -10. 487 53. 249 1. 00 48. 78 A 

-6. 684 -9. 802 54. 048 1. 00 51. 30 A 

-6.857 -8.414 53.683 1.00 52.89 A 

-7.216 -7.598 54.931 1.00 48.76 A 

-8. 639 -7. 407 54. 957 1. 00 46. 67 A 

-6. 499 -6. 270 54. 948 1. 00 47. 39 A 

-5. 565 -7. 937 53. 034 1. 00 57. 01 A 

-4. 475 -8. 326 53. 447 1. 00 57. 07 A 

-5. 695 -7. 106 52. 007 1. 00 63. 36 A 

-4. 530 -6. 607 51. 293 1. 00 72. 56 A 

-4. 409 -7. 355 49. 968 1. 00 73. 77 A 

-3. 209 -6. 940 49. 175 1. 00 77. 55 A 

-1. 930 -7. 033 49. 723 1. 00 78. 79 A 

-0.816 -6.592 49.023 1.00 81.45 A 

-3.348 -6.400 47.897 1.00 79.21 A 

-2. 239 -5. 954 47. 183 1. 00 80. 59 A 

-0. 975 -6. 050 47. 754 1. 00 81. 83 A 

0. 128 -5. 593 47. 070 1. 00 82. 92 A 

-4.531 -5.087 51.049 1.00 78.59 A 

-5. 565 -4. 432 51. 172 1. 00 80. 57 A 

-3. 362 -4. 541 50. 701 1. 00 84. 94 A 

-3.186 -3.102 50.445 1.00 90.11 A 

-1. 694 -2. 750 50. 393 1. 00 91. 85 A 

-1. 053 -3. 346 49. 277 1. 00 92. 66 A 

-3.857 -2.620 49.161 1.00 94.11 A 

-4. 755 -3. 282 48. 644 1. 00 95. 60 A 
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ATOM 


579 


N 


SER A 


ATOM 


580 


CA 


SBR A 


ATOM 


581 


CB 


SER A 


ATOM 


582 


OG 


SER A 


ATOM 


583 


C 


SER A 


ATOM 


584 


0 


SER A 


ATOM 


585 


N 


PRO A 


ATOM 


586 


CD 


PRO A 


ATOM 


587 


CA 


PRO A 


ATOM 


588 


CB 


PRO A 


ATOM 


589 


CG 


PRO A 


ATOM 


590 


C 


PRO A 


ATOM 


591 


0 


PRO A 


ATOM 


592 


N 


HIS A 


ATOM 


593 


CA 


HIS A 


ATOM 


594 


CB 


HIS A 


ATOM 


595 


CG 


HIS A 


ATOM 


596 


CD2 HIS A 


ATOM 


597 


ND1 HIS A 


ATOM 


598 


CE1 HIS A 


ATOM 


599 


NE2 


HIS A 


ATOM 


600 


C 


HIS A 


ATOM 


601 


0 


HIS A 


ATOM 


602 


N 


SER A 


ATOM 


603 


CA 


SER A 


ATOM 


604 


CB 


SER A 


ATOM 


605 


OG 


SER A : 


ATOM 


606 


C 


SER A : 


ATOM 


607 


0 


SER A ] 



109 -3.413 -1.476 

109 -4. 018 -0. 920 

109 -4. 804 0. 347 

109 -3. 931 1. 407 

109 -3. 098 -0. 603 

109 -3. 205 0. 471 

110 -2. 184 -1. 523 
110 -1. 863 -2. 824 
110 -1.297 -1.253 
HO -0. 192 -2. 281 
110 -0. 956 -3. 452 
110 -2. 086 -1. 467 

110 -3. 207 -1. 985 

111 -1.495 -1.087 
111 -2.161 -1.204 
111 -2.707 -2.620 
111 -1.666 -3.696 
111 -1.106 -4.458 
111 -1.092 -4.101 
111 -0.224 -5.067 
111 -0. 213 -5. 303 
111 -3. 318 -0. 214 

111 -3.121 0.994 

112 -4.524 -0.735 
112 -5. 720 0. 096 
112 -6. 390 0. 225 
112 -7.103 -0.953 
112 -«.686 -0.563 
H2 -7.174 -1.668 



48.637 


1. 00 98. 37 


A 


47. 424 


1. 00102. 82 


A 


47. 772 


1. 00102. 05 


A 


48. 119 


1. 00101. 78 


A 


46. 239 


1. 00106. 03 


A 


45. 638 


1. 00107. 26 


A 


45. 882 


1. 00108. 55 


A 


46. 492 


1. 00109. 04 


A 


44.747 


1. 00109. 83 


A 


44. 930 


1. 00109. 77 


A 


45.446 


1. 00109. 90 


A 


43. 452 


1. 00110. 93 


A 


43. 482 


1.00110.51 


A 


42. 323 


1.00111.85 


A 


41. 028 


1. 00112. 29 


A 


40. 798 


1. 00113. 17 


A 


40.869 


1. 00115. 64 


A 


39. 901 


1.00116.28 


A 


42. 055 


1.00116. 85 


A 


41.815 


1.00117.01 


A 


40. 514 


1.00117. 62 


A 


41. 054 


1.00112. 02 


A 


40. 901 


1.00111. 74 


A 


41. 257 


1.00112. 13 


A 


41. 332 


1. 00111.51 


A 


39. 958 


1. 00112.93 


A 


39. 618 


1. 00112.49 


A 


42. 303 


1. 00109. 76 


A 


42. 057 


1. 00109. 39 


A 
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ATOM 608 N GLY A 113 

ATOM 609 CA GLY A 113 

ATOM 610 C GLY A 113 

ATOM 611 0 GLY A 113 

ATOM 612 N SER A 114 

ATOM 613 CA SER A 114 

ATOM 614 CB SER A 114 

ATOM 615 OG SER A 114 

ATOM 616 C SER A 114 

ATOM 617 0 SER A 114 

ATOM 618 N ILE A 115 

ATOM 619 CA ILE A 115 

ATOM 620 CB ILE A 115 

ATOM 621 CG2 ILE A 115 

ATOM 622 CGI ILE A 115 

ATOM 623 CD1 ILE A 115 

ATOM 624 C ILE A 115 

ATOM 625 0 ILE A 115 

ATOM 626 N HIS A 116 

ATOM 627 CA HIS A 116 

ATOM 628 CB HIS A 116 

ATOM 629 CG HIS A 116 

ATOM 630 CD2 HIS A 116 

ATOM 631 ND1 HIS A 116 

ATOM 632 CE1 HIS A 116 

ATOM 633 NE2 HIS A 116 

ATOM 634 C HIS A 116 

ATOM 635 0 HIS A 116 

ATOM 636 N SER A 117 



-6. 957 
-7. 871 
-7. 781 
-7. 451 
-8. 072 
-8. 045 
-9. 398 
-10. 475 
-7. 752 
-6. 641 
-8. 750 
-8. 583 
-9. 162 
-8. 163 
-10. 488 
-11. 223 
-9. 311 
-10. 514 
-8. 569 
-9. 157 
-8. 219 
-8. 046 
-7. 667 
-8. 252 
-8.006 
-7. 648 
-9.420 
-8. 579 
-10. 607 



0. 108 
-0. 458 
0. 218 
1.407 
-0. 550 
-0. 042 
0.595 
-0. 257 
-1.200 
-1.714 
-1.605 
-2. 725 
-2. 436 
-1.654 
-1.683 
-1. 500 
-3. 908 
-3. 852 
-4. 973 
-6. 162 
-6. 768 
-5. 922 
-4. 630 
-6.406 
-5. 450 
-4. 362 
-7. 166 
-7. 379 
-7. 754 



43. 414 
44.383 
45. 731 

45. 832 

46. 772 
48. 134 
48.466 
48.097 
49. 073 
49. 107 

49. 843 
50.745 
52. 135 
52. 951 
52. 001 
53. 317 

50. 139 
49. 887 
49. 879 

49. 308 
48. 269 
47.048 
46. 903 
45. 772 
44.894 
45. 554 

50. 410 

51. 273 
50.401 



1.00107. 11 
1. 00103. 45 
1. 00101. 21 
1. 00103. 49 
1.00 95.74 
1. 00 89. 73 
1. 00 92. 13 
1. 00 94. 65 
1. 00 84. 14 
1. 00 84. 52 
1.00 77.31 
1.00 71.63 
1.00 71.29 
1.00 71.00 
1.00 73. 17 
1. 00 76. 01 
1. 00 68. 78 
1. 00 70. 59 
1.00 63. 17 
1.00 56.48 
1. 00 52. 58 
1. 00 52. 19 
1.00 51. 18 
1. 00 53. 39 
1. 00 52. 34 
1. 00 52. 64 
1. 00 54. 37 
1.00 56.26 
1. 00 51. 47 



A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 
A 
A 
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ATOM 


637 


CA 


SER A 117 


-10. 952 


-8. 770 


5L 381 


1. 00 48 84 


A 

A 


ATOM 


638 


CB 


SER A 117 


-12. 363 


-8.566 


51. 918 


1. 00 50 14 

•*■ • WW w?w» -1. X 


A 

a 


ATOM 


639 


OG 


SER A 117 


-12. 451 


-7. 332 


52. 601 


1.00 59 59 


A 

A 


ATOM 


640 


C 


SER A 117 


-10. 882 


-10. 032 


50. 563 


1. 00 45 66 


A 


ATOM 


641 


0 


SER A 117 


-11. 744 


-10. 289 


49. 721 


1 00 45 39 

X. WW JL KJ . KJ mj 


A 


ATOM 


642 


N 


VAL A 118 


-9. 832 


-10. 804 


50. 800 


1. 00 42 70 

X. vv 16« f \i 


A 

A 


ATOM 


643 


CA 


VAL A 118 


-9. 604 


-12. 030 


50. 055 


1 00 39 83 


A 
A 


ATOM 


644 


CB 


VAL A 118 


-8. 088 


-12. 175 


49. 706 


1. 00 39 01 


A 


ATOM 


645 


CGI 


VAL A 118 


-7. 839 


-13. 416 


48. 830 


1 00 34 52 

X. W Kf W X« 


A 

A 


ATOM 


646 


CG2 VAL A 118 


-7. 599 


-10. 907 


49. 022 


L 00 33 42 

X * WW WW* Afc* 


A 
A 


ATOM 


647 


C 


VAL A 118 


-10. 068 


-13. 258 


50. 826 


1 00 38 57 

A. » \J\J \J K? . %J 1 


A 

A 


ATOM 


648 


0 


VAL A 118 


-9. 781 


-13. 414 


52. 030 


1 00 35 32 


A 

A 


ATOM 


649 


N 


SER A 119 


-10. 789 


-14. 124 


50. 122 


1. 00 36 68 

X. w V» UUt uu 


A 

A 


ATOM 


650 


CA 


SER A 119 


-11. 289 


-15. 359 


50. 718 


1 00 36 15 

X. \J\J OU. &w 


A 

A 


ATOM 


651 


CB 


SER A 119 


-12. 798 


-15. 274 


51. 001 


1. 00 33 83 

X» WW WW* Utf 


A 

A 


ATOM 


652 


OG 


SER A 119 


-13. 533 


-15. 202 


49. 792 


1 00 29 76 


A 

A 


ATOM 


653 


C 


SER A 119 


-11. 038 


-16. 501 


49. 762 


1 00 36 50 

x* \f w uU« Uv 


A 

A 


ATOM 


654 


0 


SER A 119 


-11. 099 


-16. 336 


48. 533 


1 00 34 43 

x. ww C i . iu 


A 

A 


ATOM 


655 


N 


VAL A 120 


-10. 760 


-17. 663 


50. 340 


1 00 36 83 


A 
A 


ATOM 


656 


CA 


VAL A 120 


-10. 513 


-18. 864 


49. 567 


1 00 36 43 


A 

A 


ATOM 


657 


CB 


VAL A 120 


-9.653 


-19. 861 


50. 355 


1 00 33 61 

x« ww ui/< \J X 


A 

A 


ATOM 


658 


CGI 


VAL A 120 


-9.535 • 


-21. 166 


49. 584 


1 00 27 88 

X. WW w l » UU 


A 

A 


ATOM 


659 


CG2 


VAL A 120 


-8.270 


-19. 250 


50. 629 


1 00 31 31 

x. ww w X « wX 


A 

A 


ATOM 


660 


C 


VAL A 120 


-11.854 ■ 


-19. 490 


49. 274 


1 00 39 98 

X. ww *#w» ww) 


A 

A 


ATOM 


661 


0 


VAL A 120 


-12. 484 - 


-20. 053 


50. 170 


1. 00 42 93 

X. WW tJ KJ 


A 

A 


ATOM 


662 


N 


VAL A 121 


-12. 304 - 


-19 385 


4ft 097 


1 C\C\ 4fl 


A 


ATOM 


663 


CA 


VAL A 121 


-13. 593 - 


-19. 959 


47. 654 


1. 00 41. 92 


A 


ATOM 


664 


CB 


VAL A 121 


-13. 989 - 


19. 551 


46.234 


1. 00 38. 14 


A 


ATOM 


665 


CGI 


VAL A 121 


-15. 379 - 


20. 125 


45. 891 


1. 00 32. 71 


A 
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ATOM 666 0G2 VAL A 121 
ATOM 667 C VAL A 121 



ATOM 


668 


0 


VAL A 121 


ATOM 


669 


N 


GLU A 122 


ATOM 


670 


CA 


GLU A 122 


ATOM 


671 


CB 


GLU A 122 


ATOM 


672 


CG 


GLU A 122 


ATOM 


673 


CD 


GLU A 122 


ATOM 


674 


OE1 GLU A 122 


ATOM 


675 


OE2 GLU A 122 


ATOM 


676 


C 


GLU A 122 


ATOM 


677 


0 


GLU A 122 


ATOM 


678 


N 


ALA A 123 


ATOM 


679 


CA 


ALA A 123 


ATOM 


680 


CB 


ALA A 123 


ATOM 


681 


C 


ALA A 123 


ATOM 


682 


0 


ALA A 123 


ATOM 


683 


N 


ASN A 124 


ATOM 


684 


CA 


ASN A 124 


ATOM 


685 


CB 


ASN A 124 


ATOM 


686 


CG 


ASN A 124 


ATOM 


687 


ODl 


ASN A 124 


ATOM 


688 


ND2 


ASN A 124 


ATOM 


689 


C 


ASN A 124 


ATOM 


690 


0 


ASN A 124 


ATOM 


691 


N 


TYR A 125 


ATOM 


692 


CA 


TYR A 125 


ATOM 


693 


CB 


TYR A 125 


ATOM 


694 


CG 


TYR A 125 



-13. 961 -18. 030 46. 120 1. 00 38. 48 A 

-13.563 -21.485 47.725 1.00 44.84 A 

-14. 395 -22. 103 48. 386 1. 00 46. 44 A 

-12.593 -22.080 47.034 1.00 45.48 A 

-12. 429 -23. 527 46. 993 1. 00 41. 76 A 

-13. 139 -24. 092 45. 766 1. 00 39. 34 A 

-13. 627 -25. 518 45. 910 1. 00 37. 67 A 

-14. 569 -25. 899 44. 789 1. 00 39. 19 A 

-14. 093 -26. 096 43. 656 1. 00 43. 74 A 

-15. 789 -25. 984 45. 028 1. 00 39. 37 A 

-10. 937 -23. 749 46. 863 1. 00 41. 01 A 

-10. 235 -22. 884 46. 325 1. 00 40. 90 A 

-10. 452 -24. 890 47. 357 1. 00 39. 08 A 

-9. 028 -25. 191 47. 289 1. 00 38. 09 A 

-8. 300 -24. 367 48. 308 1. 00 33. 08 A 

-8. 635 -26. 668 47. 456 1. 00 39. 43 A 

-9. 014 -27. 323 48. 420 1. 00 39. 20 A 

-7.864 -27.170 46.495 1.00 42.59 A 

-7. 347 -28. 532 46. 525 1. 00 47. 72 A 

-7. 603 -29. 251 45. 201 1. 00 50. 83 A 

-7. 084 -30. 673 45. 210 1. 00 52. 71 A 

-6. 047 -30. 957 45. 809 1. 00 54. 16 A 

-7. 794 -31. 573 44. 536 1. 00 54. 16 A 

-5.857 -28.278 46.683 1.00 51. 11 A 

-5. 143 -28. 071 45. 699 1. 00 51. 57 A 

-5. 396 -28. 297 47. 928 1. 00 54. 48 A 

-4. 007 -27. 993 48. 235 1. 00 54. 44 A 

-3. 734 -28. 230 49. 727 1. 00 56. 30 A 

-3. 279 -29. 620 50. 088 1. 00 63. 82 A 
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ATAlf 

AlUM 


695 


CD1 TYR A 125 


-4. 195 -30. 627 


50. 397 


1.00 65.44 


A 


ATAVf 
AlUM 


696 


CE1 TYR A 125 


-3. 760 -31. 906 


50. 761 


1. 00 68. 05 


A 


ATAU 


CAT 

597 


CD2 TYR A 125 


-1. 917 -29. 925 


50. 147 


1.00 67.54 


A 


ATOM 
A J UM 


o9o 


CE2 TYR A 125 


-1. 472 -31. 193 


50. 504 


1.00 69.05 


A 


ATAlf 

AlUM 


. 699 


CZ 


TYR A 125 


-2. 393 -32. 179 


50. 810 


1. 00 69. 43 


A 


AT All 

AlUM 


700 


OH 


TYR A 125 


-1. 929 -33. 430 


51. 161 


1.00 70.34 


A 


AlUM 


701 


C 


TYR A 125 


-2.930 -28.650 


47. 365 


1. 00 53. 21 


A 


ATOM 


702 


0 


TYR A 125 


-1. 757 -28. 278 


47.444 


LOO 53.08 


A 


ATOM 


703 


N 


ASP A 126 


-3.306 -29.603 


46. 521 


1.00 51.21 


A 


AT All 

AlUM 


704 


CA 


ASP A 126 


-2. 309 -30. 229 


45. 654 


1.00 50.82 


A 


A TAlf 

Alum 


705 


CB 


ASP A 126 


-2.291 -31.746 


45. 821 


1.00 50.35 


A 


ATAlf 

AlUM 


706 


CG 


ASP A 126 


-1. 829 -32. 174 


47. 178 


1.00 51.64 


A 


AlUM 


707 


0D1 


ASP A 126 


-0. 687 -31. 842 


47. 557 


1.00 57.64 


A 


AT Alii 

AlUM 


708 


0D2 ASP A 126 


-2. 613 -32. 851 


47. 865 


1.00 50.91 


A 


A TAW 

AlUM 


709 


C 


ASP A 126 


-2.616 -29.936 


44.204 


1.00 49.67 


A 


AlUM 


710 


0 


ASP A 126 


-1.801 -30.214 


43. 321 


1.00 49.83 


A 


ATAlf 

AlUM 


711 


N 


GLU A 127 


-3. 789 -29. 356 


43. 969 


1. 00 48. 57 


A 


ATAlf 

AlUM 


712 


CA 


GLU A 127 


-4. 249 -29. 088 


42. 613 


1. 00 47. 68 


A 


ATAlf 

AlUM 


713 


CB 


GLU A 127 


-5. 536 -29. 886 


42.381 


1.00 49.84 


A 


A TAH 

AlUM 


714 


CG 


GLU A 127 


-5. 846 -30. 274 


40.949 


1. 00 53. 65 


A 


A TAlf 

AlUM 


715 


CD 


GLU A 127 


-7. 135 -31. 087 


40. 846 


1.00 57.80 


A 


ATAlf 

AlUM 


716 


0E1 GLU A 127 


-7.293 -32.051 


41. 626 


1.00 59.17 


A 


ATAlf 

AlUM 


717 


0E2 


GLU A 127 


-7. 989 -30. 767 


39. 987 


1. 00 60. 10 


A 


A TAW 

ATOM 


718 


C 


GLU A 127 


-4.481 -27.619 


42. 260 


1. 00 45. 31 


A 


ATOM 


719 


0 


GLU A 127 


-3.827 -27.077 


41. 362 


1.00 44.52 


A 


ATOM 


720 


N 


TYR A 128 


-5. 397 -26. 970 


42. 970 


1. 00 41. 80 


A 


ATOM 


721 


CA 


TYR A 128 


-5. 734 -25. 590 


42. 657 


1.00 37.85 


A 


ATOM 


722 


CB 


TYR A 128 


-6.814 -25.556 


41. 583 


1.00 37.33 


A 


ATOM 


723 


CG 


TYR A 128 


-8. 148 -26. 061 


42. 113 


1. 00 37. 22 


A 
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* 


ATOM 


724 


CD1 TYR A 128 


-8, 439 


-27. 433 


42. 131 


1 00 37 79 


A 

A 


ATOM 


725 


CE1 TYR A 128 


-9. 613 


-27. 917 


42. 709 


1 00 36 03 


A 

A 


ATOM 


726 


CD2 TYR A 128 


-9. 080 


-25. 177 


42. 687 


1. 00 36 78 


A 
A 


ATOM 


727 


CE2 TYR A 128 


«10. 260 


-25. 650 


43. 271 


1. 00 36 78 


A 
A 


ATOM 


728 


C7 


TVP A 1 OQ 

UK n l£a 


-10, 517 


-27. 027 


43. 278 


1 00 38 06 

Jk. W KJKJ M \J\J 


A 
A 


ATOM 


729 


un 


TVD A lOO 

llK A lZo 


-11.661 


-27. 516 


43. 867 


1 00 38 71 


A 
A 


ATOM 


730 


p 


TVD A 1 OO 

1YK A 12o 


-6. 283 


-24. 823 


43. 842 


1 00 38 21 


A 
A 


ATOM 


731 


r\ 
\j 


TVP A lOO 

IlK A l^o 


-6. 538 


-25. 378 


44. 917 


1 00 18 Qfi 

*. WW vrO. «70 


A 
A 


ATOM 


732 


M 
N 


A 1 A a i on 
ALA A 129 


-6.513 


-23. 536 


43. 608 


1 00 36 ^8 


A 
A 


ATOM 


733 


PA 
UA 


Al A A 1 OA 

ALA A 149 


-7. 074 


-22. 675 


44. 620 


1 00 36 08 

*. WW OV/a V/O 


A 
A 


ATOM 


734 


PR 


AT A A 1 0Q 
ALA A IZy 


-5. 979 


-22. 118 


45. 531 


1 00 33 11 


A 
A 


ATOM 


735 


c 


AT A A 1 0Q 
ALA A I^y 


-7. 800 


-21. 555 


43. 923 


1 00 38 48 


A 
A 


ATOM 


736 


u 


ATA A i on 

ALA A IdS 


-7. 239 


-20. 857 


43. 073 


1 00 41 82 


A 
A 


ATOM 


737 


W 

n 


1 C7IT A 1 OA 

LcU A low 


-9. 068 


-21. 402 


44. 269 


1 00 39 88 


A 

A 


ATOM 


738 


Un 


T 171 1 A 1 OI\ 

Leu A loU 


-9. 889 


-20. 353 
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ATOM 899 C SER A 150 

ATOM 900 0 SER A 150 
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-2. 579 -25. 371 38. 026 1. 00 40. 76 A 
-1. 297 -24. 271 40. 428 1. 00 40. 25 A 
-0. 342 -23. 479 40. 500 1. 00 39. 43 A 
-1. 202 -25. 547 40. 803 1. 00 36. 60 A 

0. 074 -26. 082 41. 259 1. 00 34. 90 A 
-0. 117 -27. 347 42. 104 1. 00 28. 21 A 
-0. 656 -27. 122 43. 514 1. 00 25. 36 A 

0. 340 -26. 356 44. 388 1. 00 23. 83 A 
-0. 013 -26. 412 45. 807 1. 00 24. 06 A 

0. 683 -25. 813 46. 770 1. 00 23. 10 A 

1. 761 -25. 100 46. 465 1. 00 21. 98 A 
0. 328 -25. 958 48. 046 1. 00 24. 51 A 
0. 890 -26. 416 40. 015 1. 00 35. 99 A 

2. 095 -26. 617 40. 071 1. 00 38. 57 A 
0. 222 -26. 458 38. 879 1. 00 38. 62 A 
0. 893 -26. 782 37. 631 1. 00 41. 72 A 
0. 314 -28. 060 37. 036 1. 00 41. 39 A 

-1.108 -27.927 36.952 1.00 41.87 A 

0.650 -29.253 37.911 1.00 38.85 A 

0. 659 -25. 647 36. 664 1. 00 45. 58 A 
-0. 238 -24. 831 36. 878 1. 00 51. 32 A 

1. 457 -25. 573 35. 608 1. 00 46. 22 A 

1. 273 -24. 502 34. 637 1. 00 47. 59 A 

2. 577 -24. 241 33. 902 1. 00 43. 91 A 

3. 668 -23. 760 34. 825 1. 00 45. 50 A 
5. 026 -23. 783 34. 173 1. 00 43. 12 A 
5. 196 -23. 280 33. 071 1. 00 44. 43 A 
6.007 -24.362 34.854 1.00 46.67 A 
0. 170 -24. 889 33. 666 1. 00 52. 48 A 
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-14. 910 -18. 958 36. 986 1. 00 55. 86 A 
-14. 864 -20. 429 35. 281 1. 00 57. 68 A 
-15. 807 -19. 694 34. 465 . 1. 00 59. 18 A 
-16. 103 -20. 449 33. 167 i. 00 62. 54 A 
-14.887 -20.598 32.418 1.00 66.72 A 

-17. 137 -19. 691 32. 325 1. 00 64. 98 A 

-17.102 -19.525 35.228 1.00 58.45 A 

-17.550 -18.408 35.484 1.00 58.64 A 

-17.697 -20.650 35.590 1.00 57.76 A 

-18. 949 -20. 653 36. 326 1. 00 57. 32 A 

-19. 300 -22. 068 36. 809 1. 00 59. 13 A 

-19.423 -22.945 35.681 1.00 60.25 A 

-20. 600 -22. 058 37. 575 1. 00 59. 06 A 

-18. 882 -19. 735 37. 533 1. 00 55. 51 A 

-19.756 -18.884 37.722 1.00 53.88 A 

-17.852 -19.899 38.357 1.00 55.03 A 

-17. 748 -19. 052 39. 529 1. 00 56. 67 A 

-16. 520 -19. 373 40. 372 1. 00 55. 47 A 

-16. 287 -18. 365 41. 467 1. 00 55. 56 A 

-17.173 -18.270 42.548 1.00 55.01 A 

-15. 252 -17. 435 41. 369 1. 00 52. 09 A 

-17. 036 -17. 250 43. 522 1. 00 49. 17 A 

-15. 108 -16. 416 42. 331 1. 00 50. 06 A 

-16. 007 -16. 326 43. 408 1. 00 48. 33 A 

-17.664 -17.600 39.112 1.00 58.10 A 

18. 306 -16. 739 39. 709 1. 00 58. 87 A 

16. 856 -17. 347 38. 089 1. 00 59. 52 A 

16.647 -16.007 37.561 1.00 61.95 A 

15. 751 -16. 070 36. 320 1. 00 64. 01 A 
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